LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39392.D

Acqg On : 11 Apr 2023 13:46
Operator : CG/JU

Sample : 02256-01

Misc :

ALS vial : 5 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 M\Methods\8270-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39392.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.951 293 300 310 rBV 874123 1255214 35.97% 3.262%
2 5.422 374 380 398 rBV 1918730 2937950 84.19% 7.635%
3 7.034 647 654 668 rBV 1804331 3028382 86.78% 7.870%
4 7.863 788 795 807 rBV 585322 971630 27.84%  2.525%
5 9.034 986 994 1014 rBV 980398 1790981 51.32% 4.654%

6 10.675 1264 1273 1285 rBV 733228 1344246 38.52%
7 13.139 1685 1692 1707 rBV 1423744 2237928 64.13%
8 13.457 1739 1746 1763 rBV 55444 201912 5.79%
9 14.516 1919 1926 1942 rBV 1156937 1786085 51.18%
10 14.939 1993 1998 2006 rBV2 23774 53141 1.52%

OO UVTW
U
N
U1
S

11 15.880 2151 2158 2169 rBV 285444 448876 12.86%
12 16.010 2173 2180 2200 rVV 2310288 3361276 96.32%
13 16.674 2288 2293 2299 rBV7 23125 49524  1.42%
14 17.268 2388 2394 2398 rBV 1418677 2054480 58.87%
15 17.309 2398 2401 2410 rVV 258621 382723 10.97%

OV ® R
=
N
O
xR

16 17.398 2411 2416 2421 rVV 64243 106183 3.04%

Q.
17 18.168 2539 2547 2562 rBV 1250136 2243002 64.28% 5.829%
18 18.345 2572 2577 2581 rBV3 61342 106853 3.06% ©.278%
19 18.651 2625 2629 2633 rBV 31360 45554  1.31% 0.118%
20 18.698 2635 2637 2643 rVB5 28433 40067 1.15% 0.104%

21 19.327 2737 2744 2752 rBV 1109235 1661763 47.62%
22 19.445 2760 2764 2777 rBV 596221 1067926 30.60%
23 19.692 2802 2806 2815 rVB 907585 1297456 37.18%
24 19.898 2836 2841 2852 rVB 2822536 3489566 100.00%
25 21.168 3053 3057 3065 rVB3 511519 773525 22.17%

N O WND
w
~
N
EN

26 21.462 3100 3107 3111 rBV2 1932116 3306786 94.76%
27 23.850 3507 3513 3519 rBV2 1215272 2436029 69.81% 6.331%

0
ul
0
S
3R

Sum of corrected areas: 38479058
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 11 Apr 2023 13:46
: CG/IU
: 02256-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
BM@39392.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\
BM@
11

. CG/
. 022

: 5

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
39392.D

Apr 2023 13:46

Ju

56-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.951 25.84 ng 12552160 1,4-Dichlorobenzene-d4 7.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9
Abundance Scan 300 (4.951 min): BM039392.D\data.ms (-293) (-) m/z 43.00 100.00%
43.0
5000 /\
101.0 PP e
‘ ‘ 4.60 4.80 5.00 5.20
ol o 1881 2069 2805 n/; 59.00  60.20%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N BN BN R
4.60 4.80 5.00 5.20
101.0 m/z 101.00 22.10%
O T T \‘ ‘\h ‘ \ 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  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

4.60 4.80 5.00 5.20
5000 m/z 58.00 14.70%

L s
o—tplt———t— Ce
m/z--> 50 100 150 200 250
Abundance : i i

#4529: 2,3-Butanedione, monooxime “H““““H““““
43.0 4.60 4.80 5.00 5.20

m/z 41.00 8.94%

5000
101.0
130, | |

bl b o e
miz--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39392.D

Acqg On : 11 Apr 2023 13:46
Operator : CG/JU

Sample : 02256-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 3-(2-Hydroxyethyl)-2-oxazol... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.457 2.26 ng 201912  Acenaphthene-di10 14.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Hydroxyethyl)-2-oxazolidinone 131 CS5H9NO3 003356-88-5 91
2 1,3-bis(Morpholin-4-ylmethyl)thi... 274 C11H22N402S 031411-59-3 28
3 1-Butanol 74 C4H100 000071-36-3 27
4 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 25
5 2,2,3,3,4,4,4-Heptafluoro-N-(2-m... 326 C1OH13F7N202 1000278-15-3 25

Abundance Scan 1746 (13.457 min): BM039392.D\data.ms (-1739) (- | m/z 55.95 100.00%

5.0 100.0
5000

R
13.50

131.0
bbb ek b T e 2220 m/z 100.00  94.00%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15883: 3-(2-Hydroxyethyl)-2-oxazolidinone
56.0 100.0
5000 ‘/\‘

T
13.50
m/z 101.00 60.97%

27,0
H 131.0
H\\‘\\‘\\i“\“\\h“‘\\\‘\‘\!\\ ‘\\\‘\‘H‘\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #165251: 1,3-bis(Morpholin-4-ylmethyl)thiourea A
100.0

o

13.50
5000 56.0 ITI/Z 42.00 25.43%
187.0
132.0
S T O T S
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #968: 1-Butanol 7
56.0 13.50
m/z 41.00 10.67%
b WMWW
27.0
0””thm”h”‘w””w”w‘”w””w”‘w”w””w”‘w”w””w UL
m/z--> 20 40 60 80 100120140160180200220240260 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39392.D

Acqg On : 11 Apr 2023 13:46
Operator : CG/JU

Sample : 02256-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.880 5.03 ng 448876  Acenaphthene-d10 14.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 Benzilic acid 228 C14H1203 000076-93-7 47
Abundance Scan 2158 (15.880 min): BM039392.D\data.ms (-2151) (- | m/z 104.95 100.00%
105.0
77.0
5000 181.9
15. 50 16 00
151.9
Ol R e 2888 sz 77.00  66.79%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
15. 50 16 00
m/z 181.95 47.98%
JL2ro | | 1520 |
H\’HH’\H\‘HH‘\\H‘ \H’HH’H\\‘HH‘\\H‘HH’HH’\H\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
77.0 105.0
15. 50 16 00
5000 182.0 m/z 51.00 24.61%
320, | | 1500 |
Ot e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #30104: Benzenecarbothioic acid, S-methyl ester
105.0 15. 50 16 00
7m0 m/z 50.60  8.04%
5000
15.0 45. | 152.0
o Y N S .
m/z--> 20 40 60 80 100120140160180200220240260 15. 50 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39392.D

Acqg On : 11 Apr 2023 13:46
Operator : CG/JU

Sample : 02256-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.168 21.84 ng 2243000  Phenanthrene-d10 17.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 2547 (18 168 min): BM039392.D\data.ms (-2539) (- m/z 73.00 100.00%

5000
129.0
2131 ‘ ‘

3. \
171.1 ‘ 256 1 18.00 18.50
ol-35 o bl T 38y ee.ee  84.26%

L Mh\ ‘\
mi/z--> 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add

5000 129.0 U ‘
18.00 18.50

m/z 43.00 80.29%

171.0 213.0 256.0
0! m\hH\ ‘ﬂ‘\ ul \ ‘ ‘ ‘ \ “ - “\‘ R
m/z--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
1&00 1&50
5000 ITI/Z 57.05 64 .94%
129.0
29. 185.0 228.0
oL ““ “ML‘H} ‘\ | L m‘\ “\‘ \‘ — ‘\‘ R e
m/z--> 50 100 150 200 250 300 350
Abundance #126199:Pentadecanok:add ;

\
18.00 18.50
m/z 55.00 63.28%

5000 129.0
28 199.0 2420
0 ‘ ‘ ‘ I \\h” ‘\H H\ ‘ ‘ ‘ ‘ ‘\ ‘ .

m/z--> 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39392.D

Acqg On : 11 Apr 2023 13:46
Operator : CG/JU

Sample : 02256-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 3
R.T. EstConc Area Relative to ISTD R.T.
19.445 6.46 ng 1067930  Chrysene-d12 21.462
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 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2764 (19.445 min): BM039392.D\data.ms (-2760) (- ' m/z 73.00 100.00%
3.0
5000 129.0 lﬂ
185.1 2412 T
‘ ‘ 284.1 19.50
ol Haldd by L u‘u L3568 415 .., 43.05  93.13%
miz--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 1950
m/z 60.00 84.06%
29. ‘ 185.0 547 0284.0
O' \‘“‘“h“\ﬂ‘“‘“\‘“‘\““““““““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
—
19.50
5000 129.0 m/Z 57.05 75.77%
H 171.0213.0256.0
0\\‘ H‘w\h”\u‘\m\‘“‘\““\H“\HH“‘H‘HH‘H
m/z--> 5 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T
43.0 19.50
m/z 55.00 69.76%
5000 284.0
129 0
l ‘ 1850 2410
ol Ll g w bl BT sme0 i
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39392.D

Acqg On : 11 Apr 2023 13:46
Operator : CG/JU

Sample : 02256-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.168 4.68 ng 773525  Chrysene-di12 21.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
5 Nonacos-1-ene 406 C29H58 018835-35-3 90

Abundance Scan 3057 (21.168 min): BM039392.D\data.ms (-3053) (- | m/z 57.05 100.00%

57.0
5000

—— —

%Ti 2070 o 21.00 21.50

ob bl asy, ) 28103491 4310 891 043 00 82924
miz—-> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138523: 5-Octadecene, (E)-
58.0
5000 — e

21.00 21.50

m/z 55.00 77.35%

sl 2s20

\H\‘H‘H“H\.\‘\H\‘HH‘lHH‘\H\‘HH‘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

T
21.00 21.50

5000 m/z 83.05 73.43%
5.0
252.0
0 wf\'_x%g-om-'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecy! pentafluoropropionate —— ——
57.0 21.00 21.50

m/z 69.10 66.69%

5000
5.0
| MN“¢19602660 412.0

ORI ERE T RS0 it B —— ——
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39392.D

Acqg On : 11 Apr 2023 13:46
Operator : CG/JU

Sample : 02256-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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-... 4.951 25.8 ng 1255210 1 7.863 971630 20.0
3-(2-Hydroxyeth... 13.457 2.3 ng 201912 3 14.515 1786090 20.0
Benzophenone 15.880 5.0 ng 448876 3 14.515 1786090 20.0
n-Hexadecanoic ... 18.168 21.8 ng 2243000 4 17.268 2054480 20.0
Octadecanoic acid 19.445 6.5 ng 1067930 5 21.462 3306790 20.0
5-Octadecene, (E)- 21.168 4.7 ng 773525 5 21.462 3306790 20.0
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