LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acqg On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc :

ALS Vvial : 4  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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131095.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.181 106 16 21 rVB 1915623 2381068 75.50% 11.965%
2 4.463 398 404 406 rBvV 50725 54909 1.74% 0.276%
3 4.493 406 409 416 rVB 87779 93606 2.97% 0.470%
4 4.904 475 479 485 rBV 42143 42588 1.35% ©0.214%
5 5.110 509 514 521 rVB 167835 188895 5.99% 0.949%
6 5.504 577 581 592 rBV 1404577 1262780 40.04% 6.345%
7 6.510 748 752 763 rVB 855555 780816 24.76%  3.924%
8 6.893 813 817 820 rBV 644621 586034 18.58% 2.945%
9 7.457 907 913 916 rBV 1894446 1889341 59.91% 9.494%
10 8.175 1030 1035 1038 rBV 916723 754945 23.94%  3.794%

11 9.251 1212 1218 1221 rBV 3420346 3153655 100.00% 15.847%
12 9.934 1328 1334 1337 rBV 1079577 867051 27.49%  4.357%
13 10.128 1361 1367 1372 rBV5 22315 36616 1.16% 0.184%
14 10.728 1463 1469 1472 rBV 2214797 2076555 65.85% 10.435%
15 11.428 1584 1588 1591 rBV 920980 856692 27.17% 4.305%

16 11.945 1670 1676 1681 rBV 164957 183303 5.81% 0.921%
17 12.345 1736 1744 1746 rBV3 44346 93687 2.97% 0.471%
18 12.733 1806 1810 1813 rBV3 26480 35909 1.14% 0.180%
19 12.839 1821 1828 1836 rBV5 42652 109206 3.46% 0.549%
20 13.016 1853 1858 1861 rBV 3210954 2869428 90.99% 14.419%
21 13.633 1956 1963 1970 rBV 58486 120207 3.81% 0.604%
22 13.986 2019 2023 2029 rBvV4 32320 64594 2.05% 0.325%
23 14.069 2034 2037 2041 rVV 644088 524308 16.63% 2.635%
24 14.163 2049 2053 2059 rVB 64243 67663 2.15% 0.340%
25 14.239 2060 2066 2073 rVB2 63289 113757 3.61% 0.572%
26 14.757 2150 2154 2160 rBV 59127 93802 2.97% 0.471%
27 15.321 2245 2250 2257 rVB 45366 79499 2.52% 0.399%
28 15.563 2286 2291 2297 rVB 383107 473140 15.00% 2.378%
29 15.968 2356 2360 2367 rBV3 25636 46468 1.47% 0.234%
Sum of corrected areas: 19900522
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\

BF131095.D
: 09 Nov 2022 19:32
: CG\JU
: N5437-01
: 4  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 81.26 ng 2381070 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 16 (2.181 min): BF131095.D\data.ms (-10) (-) m/z 73.05 100.00%

73.0
5000 43.0
87.1

‘ 91 2.202.302.402.502.60

el R m/z 43.05  43.55%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 ARRRARENRERRRRRRRRRRRRRRRRE)
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.05 30.83%
29.0
\‘HH“\\H“\H\‘\!\\9‘\0\\\“\}\\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 o S ——
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10  26.30%
27.0
o L1120 1200
R L R e e RN AN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e ERARRREARAEEEIE L
73.0 2.202.302.402.502.60
m/z 41.05 14.39%
5000 43.0
58.0
290 87‘-0
L1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.493 3.19 ng 93606  1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 90
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abundance Scan 409 (4.493 min): BF131095.D\data.ms (-406) (-) m/z 83.05 100.00%
55.1 83.0
5000
43.0 98.1
R Rmaa e
‘ 4.20 4.40 4.60 4.80
e 85O m/z 55.10  96.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 UL L B LA B B
43.0 98.0 4.20 4.40 4.60 4.80
29.0 o
m/z 98.10 35.53%
H\‘\H\‘H}‘M\H‘H“\H\“i‘i1\‘\§\7\.?HH“\}H‘HH“HH
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0
R Rmaa
43.0 4.20 4.40 4.60 4.80
5000 m/z 43.00 33.66%
29.0
98.0
Ll e
e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.05 31.14%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
“w‘»‘_‘1m‘H;U“qwﬂ‘_‘ﬂh‘u‘pl‘w‘uu_“‘ b e s
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32

Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

Relative to ISTD R.T.

5.110 6.45 ng 188895 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

000123-42-2 64
000540-88-5 39
001116-98-9 37

4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 514 (5.110 min): BF131095.D\data.ms (-509) (-) m/z 43.05 100.00%
59.1
5000
101.1 R e e A Emmaas
83.1 4.80 5.00 5.20 5.40
e el S m/z 59.10 56.75%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B R R B R
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.81%
27&9 il m‘ 83\'0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
Cp
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 13.34%
101.0
“1‘5‘;?“1“‘ “‘w bl ‘8‘3"0“ e
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A maanaE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 7.71%
5000 41.0
I 4l | 126.0142.0
7t P e e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.945 4.28 ng 183303 Phenanthrene-d10 11.428
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1676 (11.945 min): BF131095.D\data.ms (-1670) (- m/z 43.05 100.00%
43.0 |73.0
5000 1290
213.2 —r—
157.1185.1 256.1 12.00
Raamane toy m/z 73.00 98.90%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 2130 256.0 m/z 60.00 95.14%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—
43.0 12.00
5000 129.0 m/z 57.10 81.30%
171.0
‘ 214.0
?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.00 77.59%
5000 129.0
199.0
s ) e T
%ﬁ?kﬂNJWJMNMHNHW‘WHM‘JMA‘JHW‘HW‘HWH‘W‘ —r—
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 1,3-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.345 2.19 ng 93687  Phenanthrene-d1e0 11.428
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 49
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 47
4 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 22
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 22
Abundance Scan 1744 (12.345 min): BF131095.D\data.ms (-1736) (- m/z 70.10 100.00%
70.1
149.0 261.1
5000
= I
H ‘ h 14 . 1801 12.00 12.50
A R | L m/z 149.00  57.57%
m/z--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 R s
12.00 12.50
67.0 m/z 261.15 56.85%
29 1)
T “\ ‘\‘ T T ‘“ “\“ T “‘\‘ \L — " T \2(‘)7\(\)\ ™ \‘ T L :\50‘4\9] 7’34?\0\ T
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 — -
12.00 12.50
5000 m/z 112.05 42 .98%
67.0
261.0
22 ||
AL A ) L2080 ) | 3830
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0 12.00 12.50
m/z 57.10 41.44%
5000 70.0
149.0
219.0
w0 | 100 S NS SS
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.839 4.17 ng 109206  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H909 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 1828 (12.839 min): BF131095.D\data.ms (-1821) (- m/z 57.10 100.00%
57.1
2000 uJ\JLW
1250 13.00
6.1 209.1 : :
_‘MMHWEMJw%mwHH‘HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H m/z 43.00 78.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — e
12.50 13.00
m/z 71.10 56.51%
||| F£7:0197.0267.0337.0407.0 491.0562.0
‘\H\‘\YT\W\\\Y‘\TH‘Y\H‘\\H‘1\\\[\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194588: Heneicosane
57.0
— —
12.50 13.00
5000 m/z 85.10 42 .69%
J“ | }#/ 01970 296.0
BRI EaAMAaasasasassszsaEaa e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane — —
57.0 12.50 13.00
m/z 55.10 26.47%
- WM/W
||| 2270197.0 281.0 394.0
R S e e e e e — ; ;
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.633 4.59 ng 120207  Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Octacosane 394 (C28H58 000630-02-4 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Pentacosane 352 (C25H52 000629-99-2 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 1963 (13.633 min): BF131095.D\data.ms (-1956) (- m/z 57.10 100.00%

57.1
5000

-

1350 1400
155.2 207.0

| LA, H‘ buoolp e2f) 2058 m/z 43.05  65.20%

m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0

5000 — e
13.50 14.00

m/z 71.10 63.74%

9.0
| ‘L‘ ‘ L1 141.0183.0225.0267.0  338.0
\\\\‘\\\\‘\\\\‘\f\\‘\\\T‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

T
13.50 14.00

5000 m/z 85.10 48.12%
Ll h‘ | H | 141 0183 0225.0 281.0 337.0 394.
B Nt
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane —— —
57.0 13.50 14.00

m/z 55.05 28.67%

w ¢wmmmwyww/kmwmwhjkww

9.0  169.0
150 | 1 248.0

T T
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\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Trichloroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.086  2.46ng 64594 Chrysene-d12 14.069

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87

3 1-Tricosene 322 C23H46 018835-32-0 87
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 87
Abundance Scan 2023 (13.986 min): BF131095.D\data.ms (-2019) (- m/z 57.00 100.00%
57.0
97.1
5000
P
|| 1301 1892211 2671 14.00
“‘\Jg JWHJHJW“‘me”HMNW“ MR R m/z 43.10 94.77%
miz--> 50 100 150 200 250 300
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 L
14.00
m/z 55.00 80.33%
“‘ T M\‘ ‘\“\““’ }“H\“‘h\ ‘} ‘“\]\-8\‘2.\0‘ L s s B B B B
miz--> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0 ]
14.00
5000 m/z 83.85 67.31%
-
AT asee
miz--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene —
43.0) 83.0 14.00
m/z 97.10 56.39%
5000
25.0
A w‘h, L -2 Y —
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\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 9 Triphenylphosphine oxide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.163 2.58 ng 67663  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 80
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38
5 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 38
Abundance Scan 2053 (14.163 min): BF131095.D\data.ms (-2049) (- m/z 277.05 100.00%
277.1
5000
770 201 0 ‘ : ‘ , : ‘
47‘0 107.0 15‘2'0 H 241.1 14.00 14.50
VR NN M S YRS W ‘ b m/z 278.10  33.83%
m/z--> 50 100 150 200 250
Abundance #171172: Triphenylphosphine oxide
277.0
5000 1
14 00 14.50

77.05  29.49%

77.0 199.0
1\4'\0 T 4\7‘40\ T ‘\ \107\ 0\ T ]\-5f \O T T T H T T T T T T ‘\ T
miz--> 50 100 150 200 250
Abundance #190048: (E)—7—Benzylidene—l—azabicyclo[3.2.1]oct2a;1%56y

1400 1450
5000 51.00 26.41%
77.0
15201830
47)0 ‘
70 |00 | o |
m/z--> 50 100 150 200 250
Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo
277.0 14.00 14.50

201.00  26.00%

5000
195.0
510 910 1420 |
— \‘ i ‘}‘ I }‘ ‘\ - \U\M‘\“‘ — ‘24"5‘.0“ ‘

| |
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32

Operator : CG\JU

Sample : N5437-01

Misc

ALS vial : 4

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Eicosane Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
14.239 4.34 ng 113757  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 95
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2066 (14.239 min): BF131095.D\data.ms (-2060) (- m/z 57.05 100.00%

57.0
5000

— -
14.00 14.50
410 207.0
- J‘ “H‘U“ w““”‘ s DD 2081 ‘3‘4‘1‘0‘ — m/z 43.10  70.43%

m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0

5000 — e
14.00 14.50

m/z 71.10 56.85%

F J141018302250 282.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0

—
14.00 14.50

5000 m/z 85.10 45.98%
9.0
[LL L) 14101830 2680
R I B e R LA A I I
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 —
57.0 14.00 14.50

m/z 55.05 26.31%

w W\«MM\W

LLLL H | 141 0183.0225.0 281.0 337.0 394.

7 —
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF110922.M Thu Nov 10 13:36:30 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 11 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.757 3.58 ng 93802  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2154 (14.757 min): BF131095.D\data.ms (-2150) (- m/z 57.10 100.00%

57.1
5000

| \ 141.0 183.2 227.0 341.0 14.59 1599
e A TR0 2er) 2811 3410 hs 43,10 55.63%

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 — e
14.50 15.00

m/z 71.05 51.66%

| ‘L‘ ] \\ | 14}9183.0 225.0 267.0 309.0 367.!
L ‘ L ‘ T T ‘ L ‘ T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0

— —
14.50 15.00

5000 m/z 85.05 43.71%
9.0
L8-¢ ‘\‘ ‘\ \‘\ A | \4'} 0183.0 226.0
e A
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- —— —
57.0 14.50 15.00

m/z 55.00 22.51%

= WM
9.0
[

LT e 20
| - |

\ \ T
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acq On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 12 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.321 3.36 ng 79499  Perylene-d12 15.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Docosane, 1-iodo- 436 C22H451 1000406-31-9 83
4 Hexacosane 366 C26H54 000630-01-3 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 2250 (15.321 min): BF131095.D\data.ms (-2245) (- m/z 57.05 100.00%
57.0
5000 /\MJW
9.0 15‘0(; EI.S‘SC;
- ‘ dald \M B MOS0 3% 4310 s6.54%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — e
15.00 15.50
9.0 m/z 71.05 54.31%
T \Q‘\ ‘ T U‘ \”‘\ h‘ “‘ %\4%(‘) ]‘\-8\3\0‘ \22\5\01‘ T \29\6‘.(\)\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
— ——
15.00 15.50
5000 ITI/Z 85.10 46.07%
9.0
‘\ | 1114101830250 2050 352(
— “ R L B e e e
m/z--> 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo- — —
57.0 15.00 15.50
m/z 55.00 23.12%
w WWW
9.0
1550 309.0
N P00 %0
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131095.D

Acqg On : 09 Nov 2022 19:32
Operator : CG\JU

Sample : N5437-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.181 81.3 ng 2381076 1 6.893 586034 20.0
3-Penten-2-one,... 4.493 3.2 ng 93606 1 6.893 586034 20.0
2-Pentanone, 4-... 5.110 6.5 ng 188895 1 6.893 586034 20.0
n-Hexadecanoic ... 11.945 4.3 ng 183303 4 11.428 856692 20.0
1,3-Benzenedica... 12.345 2.2 ng 93687 4 11.428 856692 20.0
Tetratetracontane 12.839 4.2 ng 109206 5 14.069 524308 20.0
Tetracosane 13.633 4.6 ng 120207 5 14.069 524308 20.0
Trichloroacetic... 13.986 2.5 ng 64594 5 14.069 524308 20.0
Triphenylphosph... 14.163 2.6 ng 67663 5 14.069 524308 20.0
Eicosane 14.239 4.3 ng 113757 5 14.069 524308 20.0
Hexacosane 14.757 3.6 ng 93802 5 14.069 524308 20.0
Heneicosane 15.321 3.4 ng 79499 6 15.563 473140 20.0
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