LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30323\
Data File : BP013946.D

Acqg On : @3 Mar 2023 15:58
Operator : CG/JU

Sample : 01759-03

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@13946.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.240 6 9 25 rVB 105515 169019 2.18% 0.544%
2 3.728 88 92 102 rBV 130280 175329 2.26% 0.565%
3 5.163 329 336 348 rVB 256510 377260 4.86%  1.215%
4 5.628 409 415 428 rBV 798698 1201057 15.48% 3.868%
5 7.240 679 689 705 rVB 439070 743226  9.58%  2.394%

6 8.092 827 834 840 rBV 394611 627012 8.08% 2
7 9.263 1026 1033 1046 rBV 1248467 2068210 26.66% 6
8 10.916 1308 1314 1319 rBV 474806 797808 10.28% 2.570%
9 10.963 1319 1322 1329 rVB 112563 176150 2.27% ©
10 13.351 1719 1728 1741 rBV 3205856 4926782 63.50% 15.

11 14.727 1953 1962 1973 rBV 729783 1118150 14.41%  3.601%
12 16.080 2183 2192 2202 rBV 391197 581282 7.49% 1.872%
13 16.216 2209 2215 2228 rBV 2410221 3574922 46.08% 11.514%
14 17.480 2424 2430 2438 rBV 1005217 1445868 18.64% 4.657%
15 18.339 2571 2576 2587 rBV 279922 470800 6.07% 1

16 19.562 2781 2784 2795 rBV 93567 161882 2.09% ©0.521%
17 20.015 2856 2861 2870 rBV 6362348 7758286 100.00% 24.987%

18 20.539 2947 2950 2956 rBV2 61608 99461 1.28% 0.320%
19 21.074 3038 3041 3045 rVB2 80528 92146 1.19% 0.297%
20 21.233 3064 3068 3080 rBV2 561508 849686 10.95%  2.737%
21 21.562 3119 3124 3134 rVB 1277283 1763295 22.73% 5.679%

22 24.103 3550 3556 3566 rVB2 866883 1871476 24.12% 6.027%

Sum of corrected areas: 31049107
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013946.D

Acqg On : @3 Mar 2023 15:58
Operator : CG/JU

Sample : 01759-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013946.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013946.D

Acqg On : @3 Mar 2023 15:58
Operator : CG/JU

Sample : 01759-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 Propylene Glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.728 5.59 ng 175329 1,4-Dichlorobenzene-d4 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 40
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 22

4 Ethanol, 2-methoxy-, carbonate (... 178 C7H1405 000626-84-6 9
5 2-Hexanol 102 C6H140 000626-93-7 9

Abundance  Scan 92 (3.728 min): BP013946.D\data.ms (-88) (-) m/z 44.95 100.00%

45.0

—

5000
R EREREEEER S
3.40 3.60 3.80 4.00
Olprrripd - 133:0192.8  280.9341.1 4284 5402 n/; 43.00 20.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 LU B B B R B
3.40 3.60 3.80 4.00
m/z 61.00 8.18%
0‘\‘\m‘f‘“‘#\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: Isopropyl Alcohol
45.0
A SENEEEESSS
3.40 3.60 3.80 4.00
5000 m/z 44.00 4.,98%
0_”uh‘t“w‘wH,‘m‘H‘wH,‘m‘w_ww_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1092: (S)-(+)-1,2-Propanediol R e
45.0 3.40 3.60 3.80 4.00
m/z 41.95 4.43%
o_"‘Hm“‘wH,‘HwH‘wHH,‘Hwwm‘www ST
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013946.D

Acqg On : @3 Mar 2023 15:58
Operator : CG/JU

Sample : 01759-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.163 12.03 ng 377260 1,4-Dichlorobenzene-d4 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
3 Tetraglyme 222 C10H2205 000143-24-8 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 23
Abundance Scan 336 (5.163 min): BP013946.D\data.ms (-329) (-) m/z 43.00 100.00%
43.0
5000
101.1
R A REEEARERES
J ‘ 4.80 5.00 5.20 5.40
Ol ity 2991, 2830 35584179 5108 n/z s9.10  63.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L o e
4.80 5.00 5.20 5.40
m/z 101.10 26.02%
101.0
0‘\\"f“\‘1\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
T
4.80 5.00 5.20 5.40
m/z 57.95 15.76%
5000 101.0
o_u‘“!“\ O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100835: Tetraglyme “‘H“‘H“‘H‘,H“‘
59.0 4.80 5.00 5.20 5.40
m/z 40.95 9.66%
5000
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013946.D

Acqg On : @3 Mar 2023 15:58
Operator : CG/JU

Sample : 01759-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 4 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.080 10.40 ng 581282  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 53
3 Azobenzene 182 C12H16N2 000103-33-3 50
4 Benzenamine, N-(3-pyridinylmethy... 182 C12H1@N2 029722-97-2 45
5 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 42
Abundance Scan 2192 (16.080 min): BP013946.D\data.ms (-2183) (- | m/z 104.95 100.00%
105.0
182.1
5000
SN T
39 16.00
bt P e 2000, 35684147 5189 /7 77,00 70.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —
16.00
m/z 182.10  59.77%
JZo
\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56778: Azobenzene, (E)-
77.0
T T
16.00
5000 m/z 51.00  27.25%
182.0
O F P e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56777: Azobenzene —T
77.0 16.00
m/z 181.10 9.47%
182.0
5000
0 H‘iu“»“wﬁ‘L"H"H“_“W“H“H“H“_“W‘ —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30323\

BP013946.D
: @3 Mar 2023 15:58
: CG/JU
: 01759-03
: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 5 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.338  6.51ng 470800 Phenanthrene-dle 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 99

214 C13H2602
284 C18H3602

000638-53-9 94
000057-11-4 91

2 Tridecanoic acid
3 Octadecanoic acid

4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 2576 (18.339 min): BP013946.D\data.ms (-2571) (- m/z 73.00 100.00%
73.0
5000
213.2
= —
m } \ 18.00 18.50
on i «‘gw Olily 2788 3514172 4892508, 1 5o g5 79.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T SN
18.00 18.50
H 213.0 m/z 43.05 74.58%
0\\{“ \l\’l‘\m‘\“}\‘L\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 m/z 55.05 64.50%
171.0
0 ““ }Hm““ul\ R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid T 1
73.0 18.00 18.50
m/z 57.05 62.18%
5000
H 185.0  284.0
ow"k“ u"‘\\“wmmww‘M"H_Wwwww = A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30323\

Library Search Compound Report

BP013946.D
: @3 Mar 2023 15:58
: CG/JU
: 01759-03
Sample Multiplier: 1

. 8

le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 1-Tetracosene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.233 9.64 ng 849686  Chrysene-di2 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3068 (21.233 min): BP013946.D\data.ms (-3064) (- m/z 55.05 100.00%

55.0
5000
125.1 239.2 T —
21.00 21.50
1
oA ‘m‘*uh‘l"m"H‘w"?"P‘OH“““4‘1‘4‘9_?999‘_ m/z 83.85 99.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 P ==
21.00 21.50
125.0 m/z 57.05 97.17%
‘ 336.0
0‘\\\\\"\‘W‘\“1“\“‘"\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho!
83.0
T ]
21.00 21.50
5000 m/z 43.05 92.64%
_“,"H“H“‘H“H“_“‘_“w“u“‘u“u“u“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate T T
57.0 21.00 21.50
m/z 97.05 91.93%
5000
125.0
|11, 180 2040
04— ,“““““ e =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP021623.M Mon Mar 06 01:44:22 2023 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013946.D

Acqg On : 03 Mar 2023 15:58
Operator : CG/JU

Sample : 01759-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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|
Propylene Glycol 3.728 5.6 ng 175329 1 8.092 627012 20.0
2-Pentanone, 4-... 5.163 12.0 ng 377260 1 8.092 627012 20.0
Benzophenone 16.080 10.4 ng 581282 3 14.727 1118150 20.0
n-Hexadecanoic ... 18.339 6.5 ng 470800 4 17.480 1445870 20.0
1-Tetracosene 21.233 9.6 ng 849686 5 21.562 1763300 20.0
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