LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc :

ALS vial : 5 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF141196.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.193 9 17 29 rVB 72589 119499 2.72% 0.281%
2 5.022 485 498 507 rBvV 246379 394864 8.99% 0.928%
3 5.422 560 566 572 rBV 2520685 3452209 78.57% 8.116%
4 6.434 732 738 750 rBV 2523034 3558383 80.99% 8.366%
5 6.810 796 802 807 rBV 966627 1198218 27.27% 2.817%
6 7.369 890 897 902 rBV 1746955 2336053 53.17% 5.492%
7 7.628 935 941 947 rVB 76688 99104  2.26% ©.233%
8 8.092 1014 1020 1037 rVB 1232495 1633697 37.18% 3.841%
9 8.310 1051 1057 1061 rBV 33349 44957 1.02% 0.106%
10 9.163 1196 1202 1207 rBV 3390146 4393639 100.00% 10.330%
11  9.704 1290 1294 1299 rBV 43042 55072  1.25% 129%

12 9.839 1311 1317 1322 rBV 1402033 1813574 41.28%
13 10.557 1433 1439 1444 rBV 714048 876746 19.95%
14 10.628 1445 1451 1456 rBV 2016009 2596559 59.10%
15 10.745 1466 1471 1479 rVB4 67155 114372 2.60%
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16 10.863 1487 1491 1497 rVB 101778 128710 2.93%
17 10.992 1509 1513 1520 rBV 78821 103909 2.36%
18 11.328 1565 1570 1578 rVV2 1259428 1898549 43.21%
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19 11.398 1578 1582 1585 rVV 80959 115903 2.64% 272%
20 11.557 1603 1609 1617 rBV3 92894 190502  4.34% 448%
21 11.857 1650 1660 1666 rBV 690591 1098045 24.99%  2.582%
22 11.939 1670 1674 1683 rVV2 104179 205332 4.67% 0.483%
23 12.122 1700 1705 1707 rBV2 100291 166969 3.80% ©0.393%
24 12.275 1727 1731 1734 rBV2 50614 70449 1.60% ©.166%
25 12.380 1746 1749 1752 rVB 51787 60024 1.37% 0.141%

26 12.463 1759 1763 1769 rVB 114184 154003 3.51%
27 12.539 1771 1776 1789 rBV 1380610 1976684 44.99%
28 12.645 1789 1794 1805 rVB5 264931 493372 11.23%
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29 12.769 1808 1815 1821 rBV2 1071634 1587477 36.13% 732%
30 12.916 1831 1840 1847 rVB 2481989 3259645 74.19% 664%
31 12.986 1847 1852 1860 rBv4 116124 238778 5.43% ©.561%
32 13.080 1863 1868 1874 rVB3 126262 268717 6.12% 0.632%
33 13.198 1884 1888 1892 rBV 135128 185276  4.22%  0.436%
34 13.292 1901 1904 1907 rBV 55403 69364 1.58% 0.163%
35 13.327 1907 1910 1914 rVVv4 35467 53336 1.21% ©.125%

36 13.604 1952 1957 1962 rBV 174558 253023 5.76% ©.595%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc :

ALS vial : 5 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.716 1971 1976 1979 rBV2 155509 261127 5.94% 0.614%
38 13.810 1988 1992 1997 rVV2 204414 300094 6.83% 0.706%
39 13.857 1998 2000 2003 rVB 62758 62180 1.42% 0.146%
40 13.963 2011 2018 2030 rBV2 1060445 2426250 55.22% 5.704%
41 14.351 2082 2084 2087 rVB2 60290 63124 1.44% 0.148%
42 14.392 2087 2091 2095 rVB2 95906 123940 2.82% 0.291%
43 14.451 2097 2101 2104 rBvV3 84873 138113 3.14% 0.325%
44 14.604 2124 2127 2131 rBV 57526 77157 1.76% 0.181%
45 14.657 2132 2136 2145 rVB2 72359 139544  3.18% 0.328%
46 14.998 2189 2194 2204 rBV 558905 1204416 27.41% 2.832%
47 15.086 2205 2209 2211 rBV2 106956 172108 3.92% 0.405%
48 15.298 2240 2245 2250 rVB 265305 403422 9.18% 0.948%
49 15.357 2250 2255 2260 rBV 219679 310291 7.06% 0.730%
50 15.421 2260 2266 2271 rBV 711952 1122112 25.54% 2.638%
51 15.898 2342 2347 2351 rBV 98823 170141 3.87% 0.400%
52 16.851 2505 2509 2517 rVB2 72821 146337 3.33% 0.344%

53 17.286 2579 2583 2598 rVB 59640 148174  3.37% ©.348%

Sum of corrected areas: 42533543
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141196.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48

Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
5.022 6.59 ng 394864 1,4-Dichlorobenzene-d4 6.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 498 (5.022 min): BF141196.D\data.ms (-485) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 s aa B
4.60 4.80 5.00 5.20 5.40
1l \‘ 83.1 9
ottt m/z 59.10  58.94%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T T[T T Trrrrrl
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.34%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
P
4.60 4.80 5.00 5.20 5.40
5000 41.0 ITI/Z 58.00 15.58%
126.0
ol L 128010
miz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime R e e A
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.17%
5000
101.0
ol 130 600 840
e T TR T
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40

8270-BF011025.M Mon Jan 20 01:33:18 2025

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.557 9.67 ng 876746  Acenaphthene-di10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 50
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 47
Abundance Scan 1439 (10.557 min): BF141196.D\data.ms (-1433) (| m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0 — 1 ‘
10.50
152.0
OF v prrt e 2280 R 2970 sz 77.05  64.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —
10.50
510 m/z 182.05  52.98%
ECRE 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #183449: Benzoic acid, pentafluorophenyl ester
105.0
T T
10.50
5000 77.0 m/z 51.00  24.40%
51.0
ol27.0 1550 1830
L B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30107: Benzenecarbothioic acid, S-methyl ester — 5 ‘
105.0 10.50
m/z 181.05 8.90%
77.0
5000
51.0
152.0
L N s
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 5H-Indeno[1,2-b]pyridine Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.557 2.01 ng 190502  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 94
2 Carbazole 167 C12HSN 000086-74-8 87
3 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 74
4 2-Azafluorene 167 C12HSN 000244-40-6 64
5 Benzene, 1,1'-(chloromethylene)bis- 202 C13H11Cl 000090-99-3 58

Abundance Scan 1609 (11.557 min): BF141196.D\data.ms (-1603) (- m/z 167.05 100.00%
167.

1
5000
—

83.5 138.9 11.50
205.1 :
Bl w2 166.05  22.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42488: 5H-Indeno[1,2-b]pyridine
167.0
‘ ‘ ‘

5000
11.50

m/z 168.05 13.57%

139.0
83.0
0]\-4\.?\\\3\9“.9\\\“H”H“‘H‘H‘:!-:\L\:‘%.‘O\H\u‘uu‘i!H‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42483: Carbazole
167.0
g T T

' T
11.50

o

5000 ITI/Z 138.95 13.03%
139.0
o 270510 530 1130 ] |
e e e b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72635: 9H-Carbazole-9-methanol —— ‘
167.0 11.50
m/z 140.05 10.88%
5000
84.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50

8270-BF011025.M Mon Jan 20 01:33:19 2025 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.857 11.57 ng 1098050  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 81
Abundance Scan 1660 (11.857 min): BF141196.D\data.ms (-1650) (- m/z 73.00 100.00%
43.0 73.0
5000 129.0 192.1
— ==
‘ J 256.3 11.50 12.00
o ‘:‘M yim ,1501 | 2220 | 291 43 05 gg.37%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
97.0 1710 2130 256.0 m/z 60.00 84.84%
o0L— i“‘ “H““‘ Mh“‘w }‘H‘\‘ ul ‘\ ‘ “‘ “ “‘ \‘ “‘ - ‘ I
miz-> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/z 57.05 71.93%
171.0
‘ ‘ 214.0
oL ‘\‘ HJ ‘M “HM‘ “N‘h i “ ‘n“ L “‘ : \‘H — _
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid = —
73.0 11.50 12.00
43.0 m/z 41.05 69.59%
5000
129.0
185.0 228.0
0, ‘HM“ \\‘H‘L {M‘\‘ H} “ ‘ \‘ \u“ “\‘ \‘ — \‘ — — ‘ - . ‘ ;
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.939 2.16 ng 205332  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 46
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 46
4 Methyl 3,5-dichloro-4-hydroxyben... 220 C8H6C1203 003337-59-5 38
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 30
Abundance Scan 1674 (11.939 min): BF141196.D\data.ms (-1670) (- m/z 189.10 100.00%
189.1
5000
94.5
220.0 291.9 T
63.0 150. M 254.9 H 12.00
ol i e bl 0 UL m/z 190.10  97.06%
miz--> 50 100 150 200 250
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 1
63.0 12.00
g 133.0 m/z 192.10 80.17%
ok, “Hu‘ u\ “‘ “h‘ . i‘ | “‘M‘M ‘M‘M‘ h‘ —
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
—
12.00
5000 m/z 191.10 61.67%
94.0
ol 310 630 \‘\ 1370 |
—1tl——
m/iz--> 50 100 150 200 250
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene —
189.0 12.00
m/z 94.50 28.58%
5000
94.0
0 —
m/z--> 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.645 5.20 ng 493372  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1794 (12.645 min): BF141196.D\data.ms (-1789) (-} | m/z 43.10 100.00%

43.1 73.0
5000 129.0

185.2 241.2 ‘ ;

. —
‘ ‘ 284.: 12.50 13.00
[ — T OUISNSS [ HSPU W L m/z 73.60  98.45%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. = P
185.0 241.0 12.50 13.00

m/z 60.00  82.65%

— ‘u‘u I wh H[“ ek ‘L e “ L “ 1 ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0

0 y
—5 =
12.50 13.00
5000 129.0 m/z 57.05 80.65%
‘ 199.0 2420
oL— L‘ ‘; \‘ ‘H‘M UM “HM\‘\‘ Hhm\ M\‘ il “‘ ‘1‘61‘0; ‘ . ‘i SN “\ o —
m/z--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid — —
73.0 12.50 13.00

m/z 55.10  79.01%

43.0
5000 129.0 w}\j\\/_\/
171.0
214.0
‘ ‘ “N‘h ;\u‘\‘ i “ ‘n‘ L ‘ ‘\

o

“J u‘w
i 7 —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Pyrene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.080 2.22 ng 268717  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 89
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
Abundance Scan 1868 (13.080 min): BF141196.D\data.ms (-1863) (- m/z 216.10 100.00%
216.
T 7 \
94.5
13.00
187.1
ol 830 || 1500 "%~ J| 25112810 . 515 10 90.62%
miz-> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 M ‘
13.00
95.0 m/z 213.10 22.10%
oL 270 630 | | 1630 | |
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 #94579: Fluoranthene, 2-methyl-
216.0
T 7 \
13.00
5000 ITI/Z 217.10 17.35%
108.0
0 39.0 740 L \“ 1630 b \H‘
e e
miz--> 50 100 150 200 250
Abundance #94576: 11H-Benzo[b]fluorene —
216.0 13.00
m/z 94.50 13.20%
5000
108.0
oSO o | .
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 11H-Benzo[a]fluoren-11-one Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.604 2.09 ng 253023  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 97
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 90
3 o-Terphenyl 230 C18H14 000084-15-1 58
4 5,6-Dihydrochrysene 230 C18H14 002091-92-1 50
5 5-Amino-7-imino-4,8-diazatricycl... 230 C12H14N40 1000388-35-6 50
Abundance Scan 1957 (13.604 min): BF141196.D\data.ms (-1952) (| m/z 230.10 100.00%
230.1
200.1 S Dy
13.50 14.00
57.1 150.0 H
o‘,HH_Hu_Hum‘}‘HuwH_m_m_Hw‘wH“W?PR'EW m/z 202.05 20.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 . —
13.50 14.00
101.0 200.0 m/z 200.05  19.93%
s0 || w0 ||
O\’HH‘\H\‘H\‘\‘HH“‘\H\‘HH[H‘\\‘H\H}‘\H\‘HH‘HH‘HH’HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
= —
13.50 14.00
5000 m/z 231.10 17.79%
200.0
5. 500 1010 1500 i
R ARAREE o L e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111840: o-Terphenyl T —
230.0 13.50 14.00
m/z 201.05 13.69%
5000
114.0
N 51.0 go 165.0 200.0
e — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48

Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.716 2.15 ng 261127  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 Cl16H1es 000239-35-0 95
2 Benzo[b]naphtho[1,2-d]thiophene 234 C16H10S 000205-43-6 86
3 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 70
4 Phenanthro(2,1-b)thiophene 234 Clé6H1es 000219-25-0 58
5 Phenanthro[4,3-b]thiophene 234 Cl16H1es 000195-68-6 52

Abundance Scan 1976 (13.716 min): BF141196.D\data.ms (-1971) (- m/z 234.10 100.00%
234.1
202.1 — e
13.50 14.00
37 163.1 ‘ H .
ol 200 5 Q‘Hm 2850 7 036,10 23.14%
miz--> 50 100 150 200 250
Abundance #116294: Benzo[b]naphtho[2,1- d]th|ophene
34.0
5000
13.50 14.00
m/z 202.10 20.33%
40.0 117.0 189.0
O T T T 1- ‘ T T 8\7\0 T “\ T ]\_5?9 T T h‘\ ‘H‘ T T \“‘\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #116295: Benzo[b]naphtho[1,2-d]thiophene
234.0
e e
13.50 14.00
5000 m/z 235.10 19.43%
28.0 117.0 189.0
ol 880 [ a0 10
miz-> 50 100 150 200 250
Abundance #116291: Benzo[b]naphtho[2,3-d]thiophene T —
234.0 13.50 14.00
m/z 189.10 11.69%
5000
1890
0 51.0 82. O‘ \‘ 150q | {l
A A e P o
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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@ 7H-Benz[de]anthracen-7-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.810 2.47 ng 300094 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 80
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 76
3 1-Pyrenecarboxaldehyde 230 C17H1e00 003029-19-4 64
4 benzonitrile, 2-(3-isoquinolinyl)- 230 C16H10N2 1000401-00-3 53
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 50
Abundance Scan 1992 (13.810 min): BF141196.D\data.ms (-1988) (- m/z 230.10 100.00%
230.1
57.1 200.1 T 1T
| H ‘97'1 H | 1350 14.00
N La W o 2900 L 284, 57,10 22.84%
miz--> 50 100 150 200 250
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — —
13.50 14.00
101.0 200.0 m/z 202.10  21.58%
so | | 100 |
Ot ‘” \“\H\“\”‘\‘\\\i‘\\m\\““\\ B B B
miz--> 50 100 150 200 250
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
— —
13.50 14.00
5000 m/z 43.10 21.03%
200.0
o, 500 1010 s00 |
—
miz--> 50 100 150 200 250
Abundance #111816: 1-Pyrenecarboxaldehyde “ —
230.0 13.50 14.00
m/z 200.05 20.62%
200.0
5000 100.0
200 630 | | 1800
T T T T ‘ \H T T ‘\ ‘ T - T “‘ T T T T T T ‘ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.086 3.07 ng 172108 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Octadecane 254 C18H38 000593-45-3 93
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 2209 (15.086 min): BF141196.D\data.ms (-2205) (- m/z 57.10 100.00%
57.1
99.0 S ‘
1L \\ lass1 L aesn s 1500
(o h Ll o i o S99 999 m/z 71,10 66.43%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 — ‘
15.00
m/z 43.10 61.25%
99.
I H 1 u‘ | 141.0 183.0 268.0
O\\‘\‘\“ \‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
T \
15.00
5000 m/z 85.10 50.20%
99.0
0 \\‘ ] | H‘ ‘ :‘L410 183.0 2540
‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T
57.0 15.00
m/z 55.05 24.76%
- m
99.0
ol LI 1)1 14101830 2250 2050 35
A “““ T —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.298 7.19 ng 403422  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2245 (15.298 min): BF141196.D\data.ms (-2240) (- m/z 252.10 100.00%
25p.1
— —
12‘5 1 200, ‘ 15.00 15.50
0,500 87.0 | | 16812001, | 3011 365. ., 356 05 29.28%
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 — AR
15.00 15.50
m/z 253.10 20.94%
125.0
0.39.0 830 , | 2000 |
\\\‘\\\\‘ \‘\\\\‘\\\\\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
= =
15.00 15.50
5000 m/z 125.05 14 .40%
126.0
om0 |
m/z--> 50 100 150 200 250 300 350
Abundance #138561: Benzo[j]fluoranthene T T
252.0 15.00 15.50
m/z 126.00 12.06%
5000
126.0
0,380 870 \“ 163.0200.0 |
e e e i
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Ql1e3-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.898 3.03 ng 170141  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
4 Eicosane, 1-iodo- 408 (C20H411I 1000406-31-8 87
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87

Abundance Scan 2347 (15.898 min): BF141196.D\data.ms (-2342) (-
57.1

5000

0 \L\ A h\ M‘h \H h \‘ }5\5% 211.2 26‘“‘6130413411
T T L L e B B B B

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

Abundance #194590: Heneicosane
57.0
5000
‘ 9.0
ots0 L4l 1400 s0 2060
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000
] “ 141.0 1830 2250 267.0 3380
0 “ﬁ““‘m* “ M“ R e e
m/z--> 50 100 150 200 250 300 350

m/z 57.10 100.00%

:

15.50 16.00

m/z 71.10  73.96%

-

15.50 16.00

m/z 43.10 60.67%

%

T
15.50 16.00

m/z 85.10 54.42%

e

Abundance #287349: Octadecane, 1-iodo- “
57.0 15.50 16.00
m/z 55.10  23.62%
= JNAK/\/\AJV\M\f\V/»J
155.0
LR F R N
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11725\
Data File : BF141196.D

Acqg On : 17 Jan 2025 16:48
Operator : RC/JU

Sample : Qli1e3-e01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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-... 5.022 6.6 ng 394864 1 6.810 1198220 20.0
Benzophenone 10.557 9.7 ng 876746 3 9.839 1813570 20.0
5H-Indeno[1,2-b... 11.557 2.0 ng 190502 4 11.328 1898550 20.0
n-Hexadecanoic ... 11.857 11.6 ng 1098050 4 11.328 1898550 20.0
Benzaldehyde, 3... 11.939 2.2 ng 205332 4 11.328 1898550 20.0
Octadecanoic acid  12.645 5.2 ng 493372 4 11.328 1898550 20.0
Pyrene, 1-methyl- 13.080 2.2 ng 268717 5 13.969 2426250 20.0
11H-Benzo[a]flu... 13.604 2.1 ng 253023 5 13.969 2426250 20.0
Benzo[b]naphtho... 13.716 2.1 ng 261127 5 13.969 2426250 20.0
7H-Benz[de]anth... 13.810 2.5 ng 300094 5 13.969 2426250 20.0
Nonadecane 15.086 3.1 ng 172108 6 15.421 1122110 20.0
Benzo[e]pyrene 15.298 7.2 ng 403422 6 15.421 1122110 20.0
Heneicosane 15.898 3.0 ng 170141 6 15.421 1122110 20.0
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