LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acqg On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc :

ALS vial : 8 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132716.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.210 441 446 457 rVB 1716963 2158718 48.70% 5.861%
2 5.610 510 514 524 rBV 4182784 4086474 92.19% 11.095%
3 6.610 680 684 695 rBV 3801415 4080170 92.04% 11.078%
4 6.981 743 747 750 rBV 1301243 1048599 23.66% 2.847%
5 7.545 838 843 846 rBV 3042093 2636746 59.48% 7.159%
6 8.263 962 965 968 rBV 1742526 1388334 31.32% 3.770%
7 8.975 1083 1086 1090 rBV 80213 69915 1.58% 0.190%
8 9.075 1101 1103 1107 rVB 117664 97001 2.19% 0.263%
9 9.339 1144 1148 1151 rBV 5582908 4432859 100.00% 12.036%
10 9.610 1189 1194 1198 rBvV2 58272 80802 1.82% 0.219%
11  9.681 1202 1206 1208 rBV 94962 91863 2.07%  0.249%
12 9.886 1237 1241 1245 rBV2 93860 90175 2.03% 0.245%
13 10.028 1261 1265 1268 rVV 1587629 1432811 32.32% 3.890%
14 10.057 1268 1270 1273 rVB 80290 60123 1.36% 0.163%
15 10.222 1295 1298 1302 rVB2 53183 61858 1.40% ©0.168%
16 10.339 1314 1318 1320 rBV3 48804 53144 1.20% 0.144%
17 10.433 1329 1334 1339 rVB6 38033 75778 1.71% 0.206%
18 10.575 1355 1358 1363 rVB 117709 111144  2.51% 0.302%
19 10.739 1382 1386 1389 rVB 305149 263107 5.94% 0.714%
20 10.816 1395 1399 1403 rBV 2586808 2523634 56.93% 6.852%
21 10.933 1413 1419 1426 rVB7 31403 78544  1.77% 213%
22 11.122 1446 1451 1454 rBvV2 42163 57937 1.31% 157%

23 11.522 1515 1519 1521 rBV 1507758 1276802 28.80%
24 11.545 1521 1523 1526 rVB 368471 280633  6.33%
25 11.598 1526 1532 1534 rBV 76223 97676  2.20%
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26 12.033 1601 1606 1608 rBv2 287438 335614 7
27 12.051 1608 1609 1615 rVB2 144930 113458 2
28 12.139 1620 1624 1626 rVV2 164523 186997  4.22%
29 12.157 1626 1627 1631 rVB 77847 59002 1
30 12.574 1695 1698 1701 rBV 75462 78842 1
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31 12.663 1711 1713 1722 rVB7 37634 82117 1.85%
32 12.739 1723 1726 1730 rBV 426153 398280 8.98%
33 12.974 1759 1766 1771 rBV 583618 589630 13.30%
34 13.110 1785 1789 1792 rBV 3731424 3169420 71.50%
35 13.192 1799 1803 1807 rBV3 45174 68767 1.55%
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36 13.304 1815 1822 1824 rBV 106703 172630 3.89% 0.469%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acqg On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS vial : 8 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.369 1830 1833 1836 rVB 84513 64287 1.45% ©.175%
38 13.410 1837 1840 1843 rVB2 78765 67012 1.51% ©.182%
39 13.533 1858 1861 1864 rBV 69826 66633 1.50% 0.181%
40 13.998 1935 1940 1952 rBv4 353412 603588 13.62% 1.639%
41 14.139 1961 1964 1966 rBV 100066 86490 1.95% ©.235%
42 14.180 1966 1971 1974 rVV2 1368496 1413217 31.88% 3.837%
43 14.204 1974 1975 1981 rVB 270602 205302 4.63% 0.557%
44 14.268 1982 1986 1989 rVV 455125 433913 9.79% 1.178%
45 14.321 1992 1995 2003 rVB4 52491 85653 1.93% 0.233%
46 14.568 2035 2037 2040 rVB 85899 70506 1.59% 0.191%
47 15.263 2151 2155 2158 rBV 223437 324503 7.32% ©.881%
48 15.592 2207 2211 2216 rVB 142443 196164 4.43% ©.533%
49 15.657 2218 2222 2227 rBV 232389 292347 6.59% 0.794%
50 15.727 2229 2234 2238 rBV 766332 1031491 23.27% 2.801%
Sum of corrected areas: 36830710
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acq On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132716.D\data.ms

5000000
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3000000
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Abundance TIC: BF132716.D\data.ms
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Abundance TIC: BF132716.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acq On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5.210 41.17 ng 2158720  1,4-Dichlorobenzene-d4 6.981
Hit# of 5 Tentative ID MW MolForm CAS# 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 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 446 (5.210 min): BF132716.D\data.ms (-441) (-) m/z 43.00 100.00%
43.0
5000
101.0 SRSERNNRN | CH—
‘ 4.80 5.00 5.20 5.40 5.60
Ol 890 2068 /7 59.00  64.23%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

430 ’
5000

4.80 5.00 5.20 5.40 5.60

m/z 101.00 23.12%
101.0
O\\\‘\m‘\\“”i\\‘}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR S RRRRE
4.80 5.00 5.20 5.40 5.60
5000 ITI z 57.95 16.80%
. 370 || 126.0
R e AR AR SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate quu_m,uuw
43.0 4.80 5.00 5.20 5.40 5.60

m/z 41.00 8.41%

m/z-->

5000
150 ‘ 72.0 1000
0 | A |

20 40 60 80 100 120 140 160 180 200

4.80 5.00 5.20 5.40 5.60

8270-BF022223.M Fri Mar 10 12:37:00 2023

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acq On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.739 3.67 ng 263107  Acenaphthene-di0 10.028
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 47
4 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
5 2-Phenylbutenolide 160 C10H802 001955-39-1 47
Abundance Scan 1386 (10.739 min): BF132716.D\data.ms (-1382) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 —— o —
10.50 11.00
152.0
Ol el A2 e 2071 sz 76,95 61.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56926: Benzophenone
105.0
5000 77.0 182.0 — —
10.50 11.00
51.0 m/z 182.00  53.32%
0l 270 ! | 127.0 1520 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24905: Benzenepropanenitrile, .beta.-oxo-
105.0
—Aay —
77.0 10.50 11.00
5000 m/z 51.00 19.32%
51.0
270 | | 1450
A o L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl- ety =
105.0 10.50 11.00
m/z 181.00 9.73%
5000 o
51.0
27.0
ety e 00, 1880 ol
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acq On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.033 5.26 ng 335614  Phenanthrene-di0 11.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 1606 (12.033 min): BF132716.D\data.ms (-1601) (- m/z 72.95 100.00%
73.0
43.0
5000 129.0
213.2 S ‘
P | T e
0 qu‘:w!wWM H“uww‘wwwww 1 O N m/z 59.95  78.69%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T
12.00
157.01g5 92130  256.0 m/z 43.00 72.06%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0
— T \
129.0 12.00
5000 43.0 m/z 57.00 62.40%
1850 228.0
o AL
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid T
73.0 12.00
m/z 55.00 53.01%
43.0
5000
129.0
1710 2140
101.0 ‘
ozl . LIS ol
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\BF030923\
Data File : BF132716.D

Acq On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.139 2.93 ng 186997  Phenanthrene-di0 11.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 52
4 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
5 Methyl diselenide 190 C2H6Se2 007101-31-7 46

Abundance Scan 1624 (12.139 min): BF132716.D\data.ms (-1620) (- m/z 190.00 100.00%

19.0
5000
94.6

papedie
163.0 12 00 12.50
63.0 218.1
Olprrrrprermire i e S bl S0 2470 /7 189,00 95.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 W\‘/\
12 00 12.50
94.0

191.95  36.26%

ol3to 630 | 137.01630 |
’H\\‘H\\‘\H\‘\\H‘HH‘HH‘HH‘H\\‘\H\‘\\H‘\\H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene

189.0

1200 1250
5000 m/z 191.05 34.72%

94.0
| 163.0 H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrq | 2adsclic & e

o

5.0 190.0 12.00 12.50
: 146.0 m/z 187.00 21.62%
5000 82.0
117.0
0' L‘Y—rY_Y_Y_Y—rY_Y_Y_Y—rY_Y_Y_Y—rr T ‘/V\ T F\I\AM
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acq On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Pyrene, 1l-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.304 2.44 ng 172630  Chrysene-d12 14.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 1822 (13.304 min): BF132716.D\data.ms (-1815) (- m/z 216.10 100.00%
216.1
— e
107.7 13.00 13.50
55.0 162.9
ol Ll 3829, 2751 327. .. 215.60  76.47%
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = i
13.00 13.50
95.0 m/z 213.00 20.77%
OL\4\O\\50‘(\)\ T \“““\ T \}6\3\.0\“‘1 f \h‘\ L B B
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene
216.0
= s
13.00 13.50
5000 m/z 217.10 15.64%
107.0
0,280 630 | 163.0 |
e
miz--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl- — —
216.0 13.00 13.50
m/z 107.70  12.42%
5000
108.0
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acq On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Ethanol, 2-(tetradecyloxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.998 8.54 ng 603588  Chrysene-di12 14.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 89
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 89
4 1-Nonadecene 266 C19H38 018435-45-5 76
5 n-Nonadecanol-1 284 C19H400 001454-84-8 76

Abundance Scan 1940 (13.998 min): BF132716.D\data.ms (-1935) (- m/z 57.00 100.00%
57.0

-

5000
229.1 14.00
U 1 3159 '
O e Aot e e e e m/z 83.10 79.45%
m/z--> 0 50 100150200 250 300 350400450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 LA
14.00
m/z 43.05 78.37%
.0196.0
O ‘\U\ l\ “T

m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

i

57.0
14.00
5000 ITI/Z 69.10 69.23%
ol L % 0 220 5699 648.1
et S et et e e e
m/z--> 0 50 100150 200 250 300 350400 450500550 600 650
Abundance #173730: 9-Eicosene, (E)- —
57.0 14.00
m/z 55.00 68.29%
. L0100 ano
T T T ——
m/z--> 0 50 100150 200 250 300 350400 450500550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acq On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.269 6.14 ng 433913  Chrysene-d12 14.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 49
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N02 299962-12-2 40
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 37

Abundance Scan 1986 (14.268 min): BF132716.D\data.ms (-1982) (- m/z 277.05 100.00%
277.1

?

5000
77.0 199.0 —— —
152.0 ‘ H 14.00 14.50
0L 309 Lol 2892 | 3881 ;07810 31.87%
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T ——
14.00 14.50
77.0 199.0 m/z 77.00 20.81%
152.0
O \2\7\.0\‘}‘ T \“\ T ‘ T T T ““\ T \“\ U T T T ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0

N

e A
14.00 14.50

5000 ITI/Z 199.00 20.10%
7.
‘ 0 183.0
131.0
S I TN O
m/z--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y P I
277.0 14.00 14.50
m/z 182.95 19.11%
5000
0 183.0
0 39# (- ‘]‘.2“?0 \‘“‘ I ‘\‘ ‘h 228.0
e e e — S
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acq On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.592 3.80 ng 196164  Perylene-di12 15.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
4 Benzo[a]pyrene 252 C20H12 000050-32-8 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95

Abundance Scan 2211 (15.592 min): BF132716.D\data.ms (-2207) (-} | m/z 252.10 100.00%

252.1
5000
125.0 15.50 |
0390 810 | 1042, | 30003421 4022 ., 350,05 29.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 == ‘
15.50
m/z 253.05 21.14%
125.0
039.0 83.0 | 200.0, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: Benzo[K]fluoranthene
252.0
T \
15.50
5000 ITI/Z 125.00 12.32%
126.0
69.0 | “
O
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene T ‘
252.0 15.50
m/z 251.00 10.92%
5000
126.0
0 830\ “ ‘“\ 2000\ A
— e ——
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
Data File : BF132716.D

Acqg On : 09 Mar 2023 14:03
Operator : CG\JU

Sample : 01834-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-... 5.210 41.2 ng 2158720 1 6.981 1048600 20.0
Benzophenone 10.739 3.7 ng 263107 3 10.028 1432810 20.0
n-Hexadecanoic ... 12.033 5.3 ng 335614 4 11.522 1276800 20.0
4H-Cyclopenta[d... 12.139 2.9 ng 186997 4 11.522 1276800 20.0
Pyrene, 1-methyl- 13.304 2.4 ng 172630 5 14.180 1413220 20.0
Ethanol, 2-(tet... 13.998 8.5 ng 603588 5 14.180 1413220 20.0
Triphenylphosph... 14.269 6.1 ng 433913 5 14.180 1413220 20.0
Benzo[e]pyrene 15.592 3.8 ng 196164 6 15.727 1031490 20.0
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