LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc : AQUEOUS-DRUM

ALS vial : 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_ G\Methods\8270-BG031522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO53009.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.691 386 392 401 rVB 319175 521671 14.29% 2.476%
2 7.277 655 662 673 rVB2 213407 370528 10.15% 1.759%
3 8.129 801 807 814 rBV 125701 221706 6.08%  1.052%
4 9.286 995 1004 1013 rBV 420683 771389 21.14%  3.662%
5 10.937 1276 1285 1292 rBV 156398 296477 8.12% 1.407%
6 13.375 1692 1700 1708 rVB 1026882 1607246 44.04% 7.630%
7 14.749 1925 1934 1942 rVB 245889 410923 11.26% 1.951%
8 16.230 2179 2186 2200 rBV 942778 1440283 39.47% 6.837%
9 17.487 2394 2400 2413 rBV 328635 545164 14.94% 2.588%
10 18.274 2526 2534 2543 rBV4 20393 56961 1.56% 0.270%
11 18.368 2545 2550 2557 rBV3 54399 85314 2.34% 0.405%
12 18.632 2591 2595 2600 rVB5 41555 80630 2.21% 0.383%

13 19.202 2678 2692 2703 rBV 674609 2325723 63.73% 11.041%
14 19.325 2703 2713 2720 rVV 912352 2493346 68.32% 11.836%
15 19.419 2720 2729 2747 rVWW 1436463 3649394 100.00% 17.324%

16 19.566 2748 2754 2762 rVB 168126 347990 9.54%  1.652%
17 20.095 2837 2844 2850 rVB 1951823 2626769 71.98% 12.470%
18 20.218 2860 2865 2874 rBV 61277 105040 2.88% ©.499%
19 20.964 2987 2992 2997 rBV3 52820 91635 2.51% ©0.435%
20 21.358 3052 3059 3063 rBV2 159940 324144 8.88% 1.539%
21 21.423 3063 3070 3075 rVV 245829 507593 13.91% 2.410%
22 21.481 3075 3080 3088 rVV 467242 681124 18.66%  3.233%
23 21.569 3090 3095 3099 rVB 34881 50055 1.37% ©0.238%
24 21.769 3122 3129 3138 rVB 374989 684767 18.76%  3.251%
25 22.627 3272 3275 3284 rVB5 30998 78690 2.16% 0.374%

26 25.076 3682 3692 3702 rVB2 214095 690809 18.93%  3.279%

Sum of corrected areas: 21065371
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053009.D\data.ms
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Abundance TIC: BG053009.D\data.ms
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Abundance TIC: BG053009.D\data.ms
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG040422\

Data File : BG@53009.D

Acqg On : 4 Apr 2022 15:50
Operator : CG/JU

Sample : N2229-03

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library
TIC Integratio

Sample Multiplier: 1

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

AQUEOUS-DRUM

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.M
: 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 1 Tetracosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.274 2.09 ng 56961  Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Heneicosane 296 C21H44 000629-94-7 78
3 Pentacosane 352 C25H52 000629-99-2 72
4 Nonadecane 268 C19H40 000629-92-5 64
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 64

Abundance Scan 2534 (18.274 min): BG053009.D\data.ms (-2526) (- | m/z 57.15 100.00%

57.1
5000

l&OO l&50

“J 371 07.1 544.
o_uu‘"HM,MUMww‘muWHW‘H_m‘wwwwu‘ m/z 71.15 67.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0
5000 kah T —i—
18.00 18.50

m/z 43.15 66.96%

127.0
‘\\“‘\\‘\‘f‘\'\J]\I‘\‘\{“‘\gj-\g\z\(\)\\‘\\\\‘\3\3\,§‘(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane
57.0

l&OO 1&50
5000 m/z 85.10 41.07%

o

JM | 1270 1970 2960

m/z--> 6 Sb 160 1%0 260 2%0 360 3%0 460 4%0 560 | %NWMMWW
Abundance #262013: Pentacosane — —
57.0 18.00 18.50
m/z 41.15 29.69%

) WJKWW
‘ L2 2110 352.0

(VLS L F I SR SR S e —
miz--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.368 3.13 ng 85314  Phenanthrene-d1e 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Nonanoic acid 158 C9H1802 000112-05-0 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2550 (18.368 min): BG053009.D\data.ms (-2545) (- | m/z 73.15 100.00%
73.2
43.1
5000
129.1
17122132 ey e ——
‘ - 18.00 18.50
0 MWHW‘!H :‘u“‘w,“!u‘u m/z 60.10  90.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T T
129.0 18.00 18.50
m/z 55.15 80.94%
‘ ‘ ‘ 171.0
O \H‘\l‘\\‘“‘\\”\”\ ‘\H\‘H“‘H\\“H‘\\‘\‘Hw"\H‘\‘\‘\H‘HH“HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
43.0 73.0
— —
18.00 18.50
5000 129.0 m/z 43.15 77.93%
171.0
‘ ‘ 214.0
o‘u‘ﬂuwum
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 57.15 64.16%
5000 129.0
199.0 242.0
0 15?'q, o P
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 unknownl8.632 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.632 2.96 ng 80630  Phenanthrene-dle 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluoren-9-one, 2,3-dimethyl- 208 C15H120 004627-17-2 49
2 6-Methoxy-1,4-naphthalenedicarbo... 208 C13H8N20 1000326-75-3 43
3 5,6,7,8-Tetrahydro-1-phenylnapht... 208 C1l6H16 067064-63-5 43
4 Naphthalene, 1,2,3,4-tetrahydro-... 208 Cl6H16 003018-20-0 38
5 5-(2-Fluorobenzyl)-1,3-thiazol-2... 208 C1OH9FN2S 876715-72-9 38

Abundance Scan 2595 (18.632 min): BG053009.D\data.ms (-2591) (- | m/z 208.15 100.00%
208.2
165.2
5000
e o
18.50 19.00
0 m/z 165.15 64.04%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #85343: 9H-Fluoren-9-one, 2,3-dimethyl-
208.0
165.0
5000
18.50 19.00
77.10 45.24%
39.0 63.0
0,590 auso 1999 |
O\\\\}‘1\“\\‘H‘\‘\H\‘H\‘w\\‘\\\\‘\\\\‘\\H\\“U\\ \\\\‘\\\‘
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #85190: 6-Methoxy-1,4-naphthalenedicarbonitrile
165.0 208.0
e
18 50 19. 00
5000 m/z 91.15  35.92%
138.0
39.0 630 880 1109 |
ouwHw”lwu‘w‘!m;mmHH\HHH_‘HJ‘_HW -
m/z--> 40 60 80 100 120 140 160 180 200 !KW
Abundance #85416: 5,6,7,8-Tetrahydro-1-phenylnaphthalene ﬁ — ‘A‘ ‘WW
208.0 18.50 19.00
m/z 53.05 34.73%
5000 180.0
760 1150 1520 ‘
I Y A i Ly
m/z--> 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc : AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.202 85.32 ng 2325720  Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 72
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
3 Phenylglyoxylic acid, butyl ester 206 C12H1403 1000453-46-6 38
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 38
5 N-(5-Pyrimidinyl)benzamide 199 C11HSN30 103854-65-5 38

Abundance Scan 2692 (19.202 min): BG053009.D\data.ms (-2678) (- | m/z 105.15 100.00%
1

05.2
5000 163.2

— —7
51.1

19.00 19.50

O h 19322261 2820 45 163,15 45.05%
miz--> 50 100 150 200 250
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — =
19.00 19.50

m/z 77.15 35.50%

51.0 207.0
O 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 #38614: Morpholine, 4-phenyl-
105.0

163.0 19.00 19.50
5000 m/z 51.10 7.42%
51.0
o850, Wi“‘ A ”‘\‘ NS e //\/m/\aj\‘
miz--> 50 100 150 200 250
Abundance #82278: Phenylglyoxylic acid, butyl ester A P
105.0 19.00 19.50

m/z 106.05 7.42%

5000
0 51.0 \ 178.0

: —
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc : AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 1-Propanol, 2-[2-(benzoylox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.325 91.47 ng 2493350  Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
3 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 56
4 Glyoxylamide, N-phenyl- 163 C9H9ONO2 032331-52-5 53
5 Glyoxylic acid, phenyl-, (2'-ace... 268 C16H1204 166538-12-1 43
Abundance Scan 2713 (19.325 min): BG053009.D\data.ms (-2703) (- | m/z 105.15 100.00%
105.2
163.2
5000
1900 1950
511 . .
207.2
bbbl L2072 2828 h/;163.15  63.12%
miz-> 50 100 150 200 250 300
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo
105.0
163.0
5000 = =
19.00 19.50
m/z 77.15 40.33%
59.0 207.0
Ot ‘M\i‘\“ T “‘\‘i“\ ™ \‘\ T \“‘\ L B e B \3\4\3"
miz-> 50 100 150 200 250 300
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
— —
163.0 19.00 19.50
5000 m/z 106.15 8.56%
51.0 207.0
o+ttt
miz--> 50 100 150 200 250 300
Abundance #38615: Morpholine, 4-phenyl- “ —
105.0 19.00 19.50
163.0 m/z 51.15  8.47%
5000
51.0
132 R VO T Y G [ —— — s
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50
Operator : CG/JU

Sample : N2229-03

Misc

ALS vial : 4 Sample Multiplier: 1

AQUEOUS-DRUM

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.419 133.88 ng 3649390 Phenanthrene-d16 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80

2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008
5 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403

005694-69-9 78

1000507-07-6 78
1000366-97-0 72
1000156-71-2 64

Abundance Scan 2729 (19.419 min): BG053009.D\data.ms (-2720) (- | m/z 105.15 100.00%
105.2
149.2
5000
—
511 19.50
(- ;‘ el 1921 2681 885, n/z 149.15  74.98%
miz--> 50 100 150 200 250 300 350
Abundance #216951: Diethylene glycol dibenzoate
105.0 1490
5000 R
19.50
m/z 77.15 55.18%
51.0
0 | 192.0
L ‘ T ‘ T T T L ‘ L ’ T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0
—
105.0 19.50
5000 ITI/Z 51.15 13.11%
o 5.0 1| 196.0 239.0
L L
m/z--> 50 100 150 200 250 300 350
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m P
149.0 19.50
m/z 106.10 8.36%
105.0
5000
0 5.0 1 | _197.0 239.0
R e B e T o e —
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc : AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Morpholine, 4-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.566 12.77 ng 347990  Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
2 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 59
4 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 32
5 Methyl hippurate, N-heptafluorob... 389 C14H10F7NO4 1000446-96-9 27
Abundance Scan 2754 (19.566 min): BG053009.D\data.ms (-2748) (- | m/z 105.15 100.00%
105.2
163.2
5000
1950 |
511 | 2071 : .
ot m/z 163.15 77.59%
miz-> 50 100 150 200 250 300
Abundance #38615: Morpholine, 4-phenyl-
105.0
163.0
5000 = ‘
19.50
m/z 77.15 39.23%
51.0
01\5.\0‘\‘\‘1“\‘\‘\\“‘\\\“\‘\H\\\‘\\\\‘\\\\‘\\\\‘
miz-> 50 100 150 200 250 300
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo
105.0
T 7
163.0 19.50
5000 m/z 164.15 8.82%
59.0 207.0
ob—itpd o 348
miz--> 50 100 150 200 250 300
Abundance #39043: Glyoxylamide, N-phenyl- e
120.0 163.0 19.50
m/z 106.05 8.21%
] /\/\/L
0 7'4 \‘ﬂ\\\‘\\\\‘\ T —7
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc : AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Tridecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.218 3.07 ng 105040  Chrysene-di12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 83
2 Tetradecane 198 C14H30 000629-59-4 72
3 Heptacosane 380 C27H56 000593-49-7 58
4 Eicosane 282 C20H42 000112-95-8 58
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 49

Abundance Scan 2865 (20.218 min): BG053009.D\data.ms (-2860) (- | m/z 57.15 100.00%

57.1
5000

7.2 é0.0d 20.50
0 \\\W‘\WNWMWNW%?%%W\W%%Q?%§?4\‘\\\%?ﬁ%\\ m/z 43.15 64.20%
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —
20.00 20.50

m/z 71.15 59.83%

9.0 410183.0
b3 o s100
m/z--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0

o

20.00 20.50
5000 m/z 85.10 48.28%
olsg L L2030 w0
m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane P e
57.0 20.00 20.50

m/z 55.10  30.95%

0 %410183022502670 323.0 380.(
H‘“HH‘HH‘HH‘HH‘HHHH,HH —

‘ 7
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc : AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.964 2.68 ng 91635  Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Heptacosane 380 C27H56 000593-49-7 80
3 Octacosane 394 C28H58 000630-02-4 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 2992 (20.964 min): BG053009.D\data.ms (-2987) (- | m/z 57.15 100.00%
57.1
" wi/‘/\
’ 21.00
113.3 .
208.1
I m— | Ly ey 000 2669 3409 489 0 43015 65.43%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 T
21.00
m/z 71.25 62.20%
‘ ﬂl&O
O T \“\ l\‘ “\ I“ \“‘\h‘ \J \“\ }l]‘-“\G?.\‘O\ ‘2\2\5.\0‘ T \2\9\6‘.\0\ T ‘ T 1T ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
—
21.00
5000 m/z 85.15 45.77%
oL || 1130 1600 2250 2810 380.0
R R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane 7
57.0 21.00
m/z 55.15 23.78%
B W
oLl ‘L | 13130 160.0 225.0 281.0 337.0 394.0
A A e e —
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 13 Docosane, 7-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.627 2.30 ng 78690  Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-butyl- 366 C26H54 055282-15-0 50
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 49
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 47
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 47
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 47

Abundance Scan 3275 (22.627 min): BG053009.D\data.ms (-3272) (- | m/z 43.15 100.00%

1) NwmwwwwwjkmmeWmuw

—
} 6.2 154.1 103 2819 4564 476. 22.50 23.00
0 ‘wammw ' ' | m/z 57.15  87.41%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275541: Docosane, 7-butyl-
43.0

5000

5000

7
22.50 23.00
m/z 71.15 58.81%

9.0 154.0
O T } \“1‘ \‘L\u‘ \H\‘\ f “\\ T \??—}\.Q\ [ T }‘3\‘0?.\0\\ ‘ TTTT ‘ TTTT ‘ TT T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158608: Octadecane, 2-methyl-
57.0

— —
22.50 23.00
5000 ITI/Z 85.15 50.07%
L1900 50
Ol el e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107222: Tridecane, 6-propyl- 7 —
43.C 22.50 23.00
m/z 41.15 33.97%
o W\MWW
126.0 1830
o“‘_Wwﬂﬂwwﬂhuw‘H“M“w“‘w“u“w“u“ e e
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53009.D

Acqg On : 4 Apr 2022 15:50

Operator : CG/JU

Sample : N2229-03

Misc : AQUEOUS-DRUM

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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|
Tetracosane 18.274 2.1 ng 56961 4 17.487 545164 20.0
n-Hexadecanoic ... 18.368 3.1 ng 85314 4 17.487 545164 20.0
unknown18.632 18.632 3.0 ng 80630 4 17.487 545164 20.0
Oxybis(propane-... 19.202 85.3 ng 2325720 4 17.487 545164 20.0
1-Propanol, 2-[... 19.325 91.5 ng 2493350 4 17.487 545164 20.0
Diethylene glyc... 19.419 133.9 ng 3649390 4 17.487 545164 20.0
Morpholine, 4-p... 19.566 12.8 ng 347990 4 17.487 545164 20.0
Tridecane, 1-iodo- 20.218 3.1 ng 105040 5 21.775 684767 20.0
Heneicosane 20.964 2.7 ng 91635 5 21.775 684767 20.0
Docosane, 7-butyl- 22.627 2.3 ng 78690 5 21.775 684767 20.0
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