LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031423\
Data File : BF132788.D

Acqg On : 14 Mar 2023 20:28

Operator : CG\JU

Sample : 01898-01

Misc . SAMPLE-1-COMP

ALS Vvial : 15 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: BF132788.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.599 338 342 350 rBV 66366 86329  2.23% 0.249%
2 5.199 439 444 460 rVB 1854303 2171439 56.11% 6.257%
3 5.593 508 511 528 rBV 3130365 3149425 81.38% 9.075%
4 5.851 552 555 560 rVB 55996 48830 1.26% ©0.141%
5 5.981 574 577 583 rBV 118691 102944 2.66% 0.297%
6 6.593 677 681 695 rBV 3340858 3161289 81.69% 9.109%
7 6.963 741 744 748 rBV 1493423 1180481 30.50% 3.401%
8 7.528 836 840 843 rBV 2485486 2082833 53.82% 6.001%
9 8.245 959 962 966 rBV 1841135 1528684 39.50% 4.405%
10 9.322 1141 1145 1148 rBV 4704143 3869797 100.00% 11.150%

11 10.004 1258 1261 1265 rBV 2015329 1783400 46.09%
12 10.716 1379 1382 1386 rVB 840245 716206 18.51%
13 10.798 1392 1396 1408 rBV 2697925 2427529 62.73%
14 11.498 1511 1515 1518 rBV 2096316 1922674 49.68%
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15 11.522 1518 1519 1523 rVB 405327 277946  7.18% 801%
16 11.575 1523 1528 1531 rBV 61584 65782 1.70%  0.190%
17 12.010 1596 1602 1604 rBV2 108393 122595 3.17% ©.353%
18 12.033 1604 1606 1612 rVB2 48695 58223 1.50% ©.168%
19 12.439 1671 1675 1679 rBV 168253 138236 3.57% ©.398%
20 12.527 1687 1690 1693 rVB2 53446 45800 1.18% 0.132%

21 12.722 1719 1723 1725 rBV 571065 529599 13.69%
22 12.751 1725 1728 1732 rVB 1331554 1082659 27.98%
23 12.951 1759 1762 1768 rVB 492600 433582 11.20%
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24 13.086 1781 1785 1788 rBV 4119447 3748804 96.87% 10.802%
25 13.222 1805 1808 1811 rVB 91294 85939  2.22% 248%
26 13.386 1831 1836 1838 rBV2 34359 46820 1.21% 0.135%
27 13.792 1902 1905 1910 rBV 48934 56316 1.46% ©0.162%
28 13.969 1930 1935 1939 rBV3 185761 237037 6.13% ©.683%
29 14.004 1939 1941 1948 rVB 58627 64916 1.68% 0.187%
30 14.110 1956 1959 1962 rBV 174198 151268 3.91% 0.436%

31 14.151 1962 1966 1969 rVV2 1205485 1296603 33.51%
32 14.180 1969 1971 1979 rVB 183604 175178 4.53%
33 15.227 2145 2149 2153 rBV2 149838 247529  6.40%
34 15.551 2200 2204 2211 rVB 85103 117461 3.04%
35 15.616 2211 2215 2220 rBV 112771 140007 3.62%
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36 15.686 2221 2227 2232 rBV 884139 1164280 30.09%  3.355%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031423\
Data File : BF132788.D

Acqg On : 14 Mar 2023 20:28

Operator : CG\JU

Sample : 01898-01

Misc SAMPLE-1-COMP

ALS Vvial : 15 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 17.262 2489 2495 2500 rBV3 51127 109423 2.83% ©0.315%
38 17.739 2571 2576 2584 rVB 36011 77749  2.01%  0.224%

Sum of corrected areas: 34705612
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 14 Mar 2023 20:28
: CG\JU
: 01898-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31423\
BF132788.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF132788.D\data.ms

5.593

5.199

4.599 5.851981

0
Time--> 2

6.593

7.528

6.963

‘Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_F
.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 660 6.80 700 7.20 7.40 760 7.80

Abundance

4000000

3000000

2000000

1000000

TIC: BF132788.D\data.ms
9.322

10.798

10.004 11.498

8.245

o

10.71
11,522

-

13.086

12.751

12.

0
Time-->

10.00 10.50 11.00 11.50

=
12.00

42,95
T T

13.00

s

12.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF132788.D\data.ms

14.151
15.686

137924768

0 15.227
o/ 1558 17.262

17.739

Time-->

B S  a—
T 1 T T ] T T T LA L B B B B L L L B

14.00 14.50 15.00 15.50 16.00 16.50 17.00

17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031423\

Data File : BF132788.D

Acq On : 14 Mar 2023 20:28

Operator : CG\JU

Sample : 01898-01

Misc . SAMPLE-1-COMP

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5199 36.79ng 2171440  1,4-Dichlorobenzene-d4  6.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-d-methyl- 116 CeH1202 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 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 444 (5.199 min): BF132788.D\data.ms (-439) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
65.0 ‘ 4.80 5.00 5.20 5.40 5.60
) SRENECNS) | Y A T S m/z 58.95 66.10%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N L R
9.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00 24.48%
0 27\\\ il i 83.0 10%0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

4.80 5.00 5.20 5.40 5.60
5000 2410 m/z 57.95 16.94%

L

S |0 5 . :
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate
43.0 4.80 5.00 5.20 5.40 5.60

m/z 41.00 8.58%

m/z--> 20

5000
58.0
15.0 ‘ 100.0
0 | . Ll |

80 100 120 140

4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031423\
Data File : BF132788.D

Acq On : 14 Mar 2023 20:28

Operator : CG\JU

Sample : 01898-01

Misc . SAMPLE-1-COMP

ALS Vial : 15 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 2
R.T. EstConc Area Relative to ISTD R.T.
10.716 8.03 ng 716206  Acenaphthene-di0 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Isopropyl phenyl ketone 148 C10H120 000611-70-1 47
3 Pentafluoroethyl phenyl ketone 224 CSH5F50 000394-52-5 47
4 Acetophenone, 2-chloro- 154 C8H7Cl0 000532-27-4 47
5 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 47
Abundance Scan 1382 (10.716 min): BF132788.D\data.ms (-1379) (-} ' m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0 - ——
| 151.9 | 10.50 11.00 ;
ol v T m/z 77.00  61.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 - ——
10.50 11.00
510 m/z 182.00  46.17%
o270 | 1520 |
\\\‘\\\\"\\\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26219: Isopropyl phenyl ketone
105.0
— —
10.50 11.00
5000 m/z 51.00 19.62%
77.0
51.0
27.0 ‘ 148.0
Ol e by e b b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104906: Pentafluoroethyl phenyl ketone ‘ : —
105.0 10.50 11.00
77.0 m/z 106.00 7.89%
5000
51.0
o270 | 1450 177.0 224.C I
e e e e e e — .
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\BF031423\
Data File : BF132788.D

Acq On : 14 Mar 2023 20:28

Operator : CG\JU

Sample : 01898-01

Misc . SAMPLE-1-COMP

ALS Vial : 15 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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.969 3.66 ng 237037  Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 96
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Cyclotetradecane 196 C14H28 000295-17-0 90
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 81
5 1-Heptacosanol 396 C27H560 002004-39-9 81
Abundance Scan 1935 (13.969 min): BF132788.D\data.ms (-1930) (- m/z 57.05 100.00%
57.0
5000
229.1
——
J J h 14.00
Ot b it e e m/z 43.05 75.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 T
14.00
50 m/z 83.05 68.99%
LT, 220
O HH‘HH‘H\%’"\H\‘H\\‘HH’\\H‘\H\‘HH’HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
——
14.00
5000 m/z 55.05 68.79%
5.0
oL h,“ 2520 3690 648,
‘H‘_H‘_‘HV‘H‘HH‘HH,H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #71733: Cyclotetradecane T
55.0 14.00
m/z 97.05 66.81%
5000
‘ f 0196.0
o‘AMli_uwuu_u‘_HWHH_HWHH“‘H_HWHH_HW‘ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031423\
Data File : BF132788.D

Acq On : 14 Mar 2023 20:28

Operator : CG\JU

Sample : 01898-01

Misc SAMPLE-1-COMP

ALS Vial : 15 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 4 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.551 2.02 ng 117461  Perylene-di12 15.686
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 94
2 Benzo[e]pyrene 252 C20H12 000192-97-2 94
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
Abundance Scan 2204 (15.551 min): BF132788.D\data.ms (-2200) (-} m/z 252.05 100.00%
252.1
w J& J\jh
T \
74.9 12?0 198.0 1550
ob-8re 180, W 38LL 0 njz 25e.e5  29.17%
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene
252.0 AAJ\
5000 a4 :
15.50
125.0 m/z 253.10 20.82%
ol7.0 83.0 | \H 163.0200.0 , |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138559: Benzo[e]pyrene
252.0
T \
15.50
5000 m/z 124.95 15.56%
126.0
ol 410 87.0 | \H‘ 163.0200.0 | |
e A A I e A B e
m/z--> 50 100 150 200 250 300 350
Abundance #138569: Benzo[j]fluoranthene T ‘
252.0 15.50
m/z 125.90  13.73%
5000
126.0
0 84.0 m‘ H 201.0 I HH
et
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031423\
Data File : BF132788.D

Acq On : 14 Mar 2023 20:28

Operator : CG\JU

Sample : 01898-01

Misc SAMPLE-1-COMP

ALS Vial : 15 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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.616 2.41 ng 140007 Perylene-di12 15.686
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 98
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
4 Benzo[a]pyrene 252 C20H12 000050-32-8 97
5 Perylene 252 C20H12 000198-55-0 94
Abundance Scan 2215 (15.616 min): BF132788.D\data.ms (-2211) (- m/z 252.05 100.00%
252.1
w J\A MA
—
87.0 12? ° 200.0 355.0 1559 16.09
0, 210870 | | 16212000, f 8850 .7 250.00  26.04%
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene
252.0 MU
5000 L
15.50 16.00
126.0 m/z 253.05  22.36%
0390 870 ‘\\ 163.0200.0 . |
\\‘\\\\\\\\\\\\’\\\\\\\\’\\\\’\\\
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
T ey
15.50 16.00
5000 m/z 125.95 15.87%
125.0
0890 830 | 2000, |
R e e e B e aa
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[k]fluoranthene o ety
252.0 15.50 16.00
m/z 125.05 10.90%
5000
126.0
— e C —5
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\BF031423\
Data File : BF132788.D

Acqg On : 14 Mar 2023 20:28
Operator : CG\JU

Sample : 01898-01

Misc

ALS Vvial : 15 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---|

SAMPLE-1-COMP

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.199 36.8 ng 2171440 1 6.963 1180480 20.0
Benzophenone 10.716 8.0 ng 716206 3 10.004 1783400 20.0
Cyclohexadecane 13.969 3.7 ng 237037 5 14.151 1296600 20.0
Perylene 15.551 2.0 ng 117461 6 15.686 1164280 20.0
Benzo[e]pyrene 15.616 2.4 ng 140007 6 15.686 1164280 20.0
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