LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc : 20230168-COMPOSITE-2-ELUTRIATE

ALS Vvial : 11 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: BF132741.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.610 340 344 349 rVB 76691 78171 1.04% 0.171%
2 5.210 441 446 457 rVB 1408996 1497691 19.84% 3.281%
3 5.610 510 514 524 rBV 3064955 2825903 37.43% 6.191%
4 5.993 575 579 583 rBV 144048 120844 1.60% 0.265%
5 6.604 680 683 695 rVB 2130404 1890732 25.05% 4.142%

6 6.975 743 746 750 rBV 1599140 1380806 18.29% 3
7 7.545 833 843 846 rBV 3984248 4363551 57.80% 9
8 7.710 867 871 874 rVB 120884 100981 1.34% 0.221%
9 8.263 961 965 968 rBvV 2229757 1790209 23.72% 3
8.945 1078 1081 1084 rBV 137725 126042 1.67% ©

11 9.345 1143 1149 1152 rBV 7281905 7548826 100.00% 16.537%
12 9.404 1156 1159 1163 rBV 142505 114178 1.51%
13 10.022 1261 1264 1268 rVB 2272226 2078688 27.54%
14 10.116 1277 1280 1283 rBV 159464 118294  1.57%

(SR NI
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A
3R

15 10.739 1383 1386 1389 rVB 710447 554907  7.35% 216%
16 10.822 1395 1400 1403 rBV 5015718 4822011 63.88% 10.563%
17 11.045 1436 1438 1443 rBV 96944 83021 1.10% ©.182%
18 11.157 1453 1457 1463 rVB7 55892 99414  1.32% 0.218%
19 11.522 1515 1519 1522 rBV 2580421 2161752 28.64% 4.736%
20 11.616 1532 1535 1538 rVB 156717 124824 1.65% 0.273%
21 11.675 1541 1545 1548 rBV 236059 223178 2.96% ©.489%
22 12.028 1600 1605 1610 rBV 573237 771866 10.22%  1.691%
23 12.186 1628 1632 1634 rBV 195355 201371 2.67% 0.441%
24 12.222 1635 1638 1640 rBV 74038 92934 1.23% 0.204%
25 12.822 1730 1740 1751 rVB3 161502 367611 4.87% ©.805%
26 13.116 1785 1790 1793 rBV 7096662 6852769 90.78% 15.012%
27 13.204 1799 1805 1813 rVB2 202200 399505 5.29% ©.875%
28 13.322 1822 1825 1828 rBV 75039 86392 1.14% ©.189%
29 13.363 1828 1832 1840 rVB5 92646 217698 2.88% 0.477%
30 13.892 1916 1922 1928 rVB 249970 422341 5.59% ©.925%
31 14.004 1937 1941 1959 rBV 463661 913000 12.09%  2.000%
32 14.180 1967 1971 1975 rVB 1437121 1242423 16.46%  2.722%
33 14.445 2012 2016 2023 rVB 238847 312847 4.14% 0.685%
34 14.974 2101 2106 2110 rVB2 137404 216774  2.87% ©.475%
35 15.027 2112 2115 2120 rVB 128476 138216 1.83% ©.303%

36 15.557 2202 2205 2212 rVB 103362 175762 2.33% 0.385%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc . 20230168-COMPOSITE-2-ELUTRIATE

ALS Vvial : 11 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 15.721 2228 2233 2241 rVB 851670 1132804 15.01% 2.482%

Sum of corrected areas: 45648336
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Mar 2023 14:59
¢ CG\JU
: 01853-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
BF132741.D

20230168-COMPOSITE-2-ELUTRIATE

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BF132741.D\data.ms

7.545

5.610

6.604

5210 6.975

4.610 5.993 7.710

Time--> 2.60 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 6.60 6.80 7.00 7.20 7.40 7.60 7.80

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF132741.D\data.ms
9.345 13.116

10.822

11.522
8.263 10.022

0
Time-->

10.739 12.028
8.945 404 116 1104557 11665 |12 12822 Eﬁ@&aas

I S ‘ 7 T T !
8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF132741.D\data.ms

14.180
15.721

04
1388 14.445 145087 15.55\7}\
- NN A

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
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\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.210 21.69 ng 1497690 1,4-Dichlorobenzene-d4 6.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 446 (5.210 min): BF132741.D\data.ms (-441) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 SN | GR—
83.0 4.80 5.00 5.20 5.40 5.60
el bl e e M/Z 59.08 65 26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DR B i i
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00  23.64%
270 s30 'O
\\‘\H\‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9189: 4-Hydroxy-3-hexanone
59.0
R EamaaEET
310 4.80 5.00 5.20 5.40 5.60
5000 ' ITI/Z 58.00 16.82%
15.0 ‘ ‘ ‘Lao 87.0 116.0
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4156: 1-Propen-2-ol, acetate R e BA
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.62%
5000
%0 4, 0
15.0 .
SERA YO JNHNSSO O N MSSOY  (NUS G0 | I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc : 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 6
R.T. EstConc Area Relative to ISTD R.T.
10.739 5.34 ng 554907  Acenaphthene-d10 10.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzofurazan-5-carbohydrazide, N... 282 C14H10N403 1000272-94-4 47
4 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 47
Abundance Scan 1386 (10.739 min): BF132741.D\data.ms (-1383) (- m/z 105.00 100.00%
109.0
5000 182.0
51.0 — —=
10.50 11.00
152.0 o
e et et b s M/Z 77.00 62.36%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
A
5000 — e
182.0 10.50 11.00
51.0 m/z 182.00  50.07%
H\‘\H\’\\‘H‘H\“1“H\\‘\‘H\‘HH?\S\%’O\\H‘HHH‘HH‘HH‘HH’HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #32008: Acetophenone, 2-chloro-
105.0
1050 1100
5000 m/z 51.00 19.60%
51.0
180 | | | 154.0
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #175360: Benzofurazan-5-carbohydrazide, N2-benzoyl- e
105.0 1050 1100
m/z 181.00 8.81%
5000
51.0
ol 14704770 2220 264.0
e e e e e e e e
miz--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 Phthalic acid, propyl 2,4,5... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.675 2.6 ng 223178 Phenanthrene-d16 11.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phthalic acid, propyl 2,4,5-tric... 386 C17H13C1304 1000357-04-2 72

2 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 68
3 Phthalic acid, butyl isoporpyl e... 264 C15H2004 1000314-99-8 64
4 Phthalic acid, ethyl pentyl ester 264 C15H2004 1000308-93-6 64

5 Phthalic acid, 3,4-dichloropheny... 408 C21H22C1204 1000315-27-6 59

Abundance Scan 1545 (11.675 min): BF132741.D\data.ms (-1541) (- m/z 148.95 100.00%
148.9
5000 JJ
57.0 —— .
104.0 2231,505  330.7 379 11.50 12.00
R S PRI THN AN e SR m/z 57.05  16.55%
m/z--> 50 100 150 200 250 300 350
Abundance #292085: Phthalic acid, propyl 2,4,5-trichlorophenyl ester
149.0
5000 e -
11.50 12.00
191.0 m/z 150.00 9.25%
T \4.?.‘0\ \‘\ 1\‘0“4.\.0\‘\ T L \H‘ L \2‘6\4\.0\\ ‘ \3\2('\0‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #170896: 1,2-Benzenedicarboxylic acid, bis(2-methylprog
149.0
P P
11.50 12.00
5000 m/z 103.95  6.61%
57.0
T T I
T e T T T A S T
m/z--> 50 100 150 200 250 300 350
Abundance #152934: Phthalic acid, butyl isoporpyl ester
149.0 11.50 12.00
m/z 41.00 6.18%
h J
410 104.0 209.0 9640
\\\“\\‘\\‘“\\‘\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\ \‘\
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 3
R.T. EstConc Area Relative to ISTD R.T.
12.028 7.14 ng 771866  Phenanthrene-di10 11.522
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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1605 (12.028 min): BF132741.D\data.ms (-1600) (- m/z 73.00 100.00%
73.0
43.0
5000
T [
12.00
mewlnww m/z 59.95 85.25%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 = ‘
129.0 12.00
213.0 m/z 43.05 72.78%
‘ H1 157.0185.0 ‘
1\\5\.‘0\\‘1\ HH\H\M\‘\HH\H"“H“”h“\”\‘\\‘HH“H‘H‘\‘H‘H‘\\H’\‘\H‘HH“\H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
T T \
43.0 12.00
5000 129.0 m/z 57.10 60.63%
171.0
‘ 214.0
H‘_M‘w ! mhwkiﬁuleuw‘uh‘u‘wu‘_‘
m/z--> 20 40 80 100120140160180200220240260
Abundance #109279:Tevadecanok:add T
73.0 12.00
43.0 m/z 55.00 57.68%
5000 129.0
185.0
228.0
1
m/z--> 20 40 60 80100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.822 3.40 ng 367611  Phenanthrene-d10 11.522
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 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1740 (12.822 min): BF132741.D\data.ms (-1730) (- m/z 73.00 100.00%
73.0
. ‘—VL'
— ——
12.50 13.00
m/z 59.95 81.13%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
500008 284.0 - o
185.0 241.0 12.50 13.00
m/z 43.10 77.10%
M‘ H \“‘\ \L\‘\‘ \‘\‘\ \“‘\ T \‘\ ‘ L ‘ 1T
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
— ——
129.0 256.0 12.50 13.00
' m/z 57.05 64.32%
5000 213.0
UL
‘\“ H‘u‘u‘ W\H‘u‘ﬂh“\ ‘}‘\H“M A : “ H ‘ 1 ‘ : “‘ e e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — —
43.0 12.50 13.00
m/z 55.00 58.25%
S 284.0
3.0 129.0
TV
\‘\H‘ \‘H‘\‘uh‘\ ‘u‘\ L \ \‘ “ “‘ | “‘\‘ “ T “‘ —— 37?' ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.204 6.43 ng 399505 Chrysene-d12 14.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
3 Octacosane 394 (C28H58 000630-02-4 86
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1805 (13.204 min): BF132741.D\data.ms (-1799) (- m/z 57.05 100.00%
57.0
1300 13.50
411 : :
ol “u Al H‘ L7 183122520674 m/z 71.85 70.85%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —— —
13.00 13.50
9.0 m/z 85.10 56.64%
T \d\ ‘ “‘ \h‘\ h“ \“‘ \1\4.“1 (‘)\1‘\8\3\0‘2\2\5\\0‘ T \2\9\6‘\0\ T ‘ T T
miz—-> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
—— —
13.00 13.50
5000 m/z 43.05 50.57%
‘ ; ‘ ‘ | 15‘5 ; 22‘5 . MM
I I M | | ,
i At
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane — —
57.0 13.00 13.50
m/z 55.00 22.13%
Ll h‘ I H | 141 0183.0225.0 281.0 337.0 394.
A A A A e e —— ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 unknown13.363 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.363 3.50 ng 217698  Chrysene-di12 14.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6H-Thieno[2,3-b]pyrrole-5-carbox... 167 C7H5NO2S 051856-25-8 46
2 Didecan-2-yl phthalate 446 C28H4604 028029-89-2 38
3 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 38
4 Phthalic acid, monocyclohexyl ester 248 C14H1604 007517-36-4 38
5 Phthalic acid, ethyl 4-methylpen... 278 C16H2204 1000356-87-0 35
Abundance Scan 1832 (13.363 min): BF132741.D\data.ms (-1828) (- m/z 149.00 100.00%
69.1 149.0
5000
— —
“ “ 207.0 2679 13.00 13.50
bbb b LSS 20wz 69.1e  86.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #42557: 6H-Thieno[2,3-b]pyrrole-5-carboxylic acid
149.0
5000 — —
13.00 13.50
450 95.0 m/z 81.00 55.02%
\\‘\Jihfmh“\\”“\”\\‘\I\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #324475: Didecan-2-yl phthalate
149.0
— —
13.00 13.50
5000 m/z 167.00  42.35%
307.0
e D L S S .1
m/z--> 50 100 150 200 250 300 350 400
Abundance  #271865: Phthalic acid, 2-ethylhexyl isohexyl ester — 1
149.0 13.00 13.50
m/z 41.e0 17.37%
o MM
43.0
251.0
@, Ll e
mlz--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc : 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 6.80 ng 422341  Chrysene-d12 14.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
Abundance Scan 1922 (13.892 min): BF132741.D\data.ms (-1916) (- m/z 57.10 100.00%
5711
— ——
L] \ H 018322252 2829 1350 1400
L 1 ‘\‘ D222 28293232 wm/z 71.85  75.46%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — ——
13.50 14.00
m/z 43.00 57.34%
| ‘L 1 M | 1470183.0225.0 267.0309.0 367
\\\\‘\ \\\ T \\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
— ——
13.50 14.00
5000 m/z 85.05 56.59%
9.0
400 #P0os10500
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane — —
57.0 13.50 14.00
m/z 55.00 22.52%
5000
9.0
50|11 10ms0ms0 a0 e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc : 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.004 14.70 ng 913000 Chrysene-di12 14.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1941 (14.004 min): BF132741.D\data.ms (-1937) (- m/z 83.05 100.00%
.0

83
43.0
5000
25.1 I \
L ‘ 1821 2221 267.1 i
—d L A hdoy. 1827 2220 2671 m/z 57.05  99.99%
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 — ‘
14.00
m/z 97.05 84.54%
39.0
’\]gwdw‘ ‘\“ “‘ I ‘\‘ \‘ \‘H“ ‘H‘ \“?‘\ ‘h “h T ”1\8\2-\0‘ \22\4\0\ ‘2\66\9 -
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho!
83.0
43.0
I
14.00
5000 m/z 55.00 84.51%
25.0
L e 200 a0
m/z--> 50 100 150 200 250 300
Abundance #275003: Dichloroacetic acid, heptadecyl ester — ‘
57.0 14.00
97.0 m/z 69.10 82.38%
- JP/LJL
39.0
‘2§‘J‘q‘\‘\w‘u \\,u )3 . 1800 2330 2950 .
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.445 5.04 ng 312847 Chrysene-d12 14.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Eicosane 282 (C20H42 000112-95-8 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 2016 (14.445 min): BF132741.D\data.ms (-2012) (- m/z 57.05 100.00%
57.0
70 J\\’L
——
| ‘ | | H | 141.0183.1225.1 2850  356.0 14.50
0 \\\JMJ‘“‘\M\\ R e m/z 71.10 73.78%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 L —
14.50
9.0 m/z 85.05 58.58%
T \d\ ‘ \“!‘ \h‘\h“ \“‘ \1\4.“1‘(‘)\1‘\8\3\0‘2\2\5\\0‘ T \2\9\6‘\0\ T ‘ T T
miz—-> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
——
14.50
5000 m/z 43.05 53.32%
L H “ 141.0183.0225.0 281.0 337.0 394.
i ““““““ T e
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane —
57.0 14.50
m/z 55.00 19.18%
5000
9.0
L[ ¥0182002500670 3380
L afl A I \ o L L
e T e e e —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc : 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.974 3.83 ng 216774  Perylene-di2 15.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hentriacontane 437 C31He64 000630-04-6 91
Abundance Scan 2106 (14.974 min): BF132741.D\data.ms (-2101) (-]  m/z 57.10 100.00%
57.1
5000 AAM\L
20 Hsbd
0 .
0l H Ll H L 11939 | 258030213408 ., 711 71.33%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T
15.00
9.0 m/z 43.10 51.82%
T '\q “‘ “‘ \h‘\ h“ \“‘ \]\4“1 9\ 1‘\8\:‘3\0‘ \22\5\(\) ‘ L \29\6‘-(\)\ T ‘ L
miz—-> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
——
15.00
5000 m/z 85.10 49.91%
\‘L 9l M 1 141:0183.0225.0267.0 309.0 367
e : T T
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane —
57.0 15.00
m/z 99.05 18.42%
B MW\/LW
L mosonse s .
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\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc 20230168-COMPOSITE-2-ELUTRIATE

ALS vial : 11 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 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 Supraene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.027 2.44 ng 138216  Perylene-di2 15.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Squalene 410 C30H50 000111-02-4 83
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 (2E,6E)-3,7,11-Trimethyldodeca-2... 404 C27H4802 078368-58-8 72
5 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 72

Abundance Scan 2115 (15.027 min): BF132741.D\data.ms (-2112) (- m/z 69.05 100.00%
69.0

5000

%

ey 2031 2671 3411 o
““‘w“vﬂﬂ‘WW\ Lo LT 3T m/z 81.e0  53.76%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene

(2]
«©
o

5000
15.00

m/z 41.05 17.69%

137.0
bl ], 1910 2730 3410  410.

‘\\\\‘\r\‘\\\\‘\\\Y‘\\\\‘\\\\‘\\\\‘\\\\‘r\

m/z--> 0 50 100 150 200 250 300 350 400

%

m/z--> 0 50 100 150 200 250 300 350 400

Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0 15.00

m/z 137.05 9.68%

Abundance #308260: Squalene
69.0
15.00
5000 m/z 95.00 14.29%
137.0
170l Lil L 1910 aa0 3410 ato.
T \

5000

-

l 136.0
I 1y “ ‘ u \h el “ 187 0 2480

—
m/z--> 0 50 100 150 200 250 300 350 400 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 10

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
BF132741.D

Mar 2023 14:59

¢ CG\JU
: 01853-04

11

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20230168-COMPOSITE-2-ELUTRIATE

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 13 Heptadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.557 3.10 ng 175762  Perylene-di12 15.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 87

Abundance Scan 2205 (15.557 min): BF132741.D\data.ms (-2202) (- m/z 57.10 100.00%
57.1
5000 MWJ\/\//LW
55%6 |
i hh ”‘ L 1103125322810 3860 L g1es 73.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane
57.0
5000 —— |
15.50
m/z 85.05 57.02%
| ‘H “ 169.0 2400
\\‘\‘\“ \”‘\”‘\‘\“\F’\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320591: Hentriacontane
57.0
T \
15.50
5000 ITI/Z 43.00 48.45%
h .\ .\ 69‘0‘2250 309.0 365.0 437.0
i “““‘ e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- T ‘
57.0 15.50
m/z 69.00 22.38%
5000
H““““H‘,‘H““H“‘H“‘H““w“‘w‘ —
miz--> 50 100 150 200 250 300 350 400 450 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031023\
Data File : BF132741.D

Acqg On : 10 Mar 2023 14:59

Operator : CG\JU

Sample : 01853-04 :

Misc . 20230168-COMPOSITE-2-ELUTRIATE

ALS Vvial : 11 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 21.7 ng 1497690 1 6.975 1380810 20.0
Benzophenone 10.739 5.3 ng 554907 3 10.022 2078690 20.0
Phthalic acid, ... 11.675 2.1 ng 223178 4 11.522 2161750 20.0
n-Hexadecanoic ... 12.028 7.1 ng 771866 4 11.522 2161750 20.0
Octadecanoic acid  12.822 3.4 ng 367611 4 11.522 2161750 20.0
Heneicosane 13.204 6.4 ng 399505 5 14.180 1242420 20.0
unknown13.363 13.363 3.5 ng 217698 5 14.180 1242420 20.0
Hexacosane 13.892 6.8 ng 422341 5 14.180 1242420 20.0
1-Heneicosanol 14.004 14.7 ng 913000 5 14.180 1242420 20.0
Octacosane 14.445 5.0 ng 312847 5 14.180 1242420 20.0
Tetracosane 14.974 3.8 ng 216774 6 15.721 1132800 20.0
Supraene 15.027 2.4 ng 138216 6 15.721 1132800 20.0
Heptadecane 15.557 3.1 ng 175762 6 15.721 1132800 20.0
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