LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38794.D

Acq On : 20 Feb 2023 19:34
Operator : CG/JU

Sample : 01611-01

Misc :

ALS Vvial : 10 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-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38794.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.957 294 301 310 rVB 224051 289784 15.38% 2.742%
2 5.428 375 381 388 rBvV 638521 889022 47.18% 8.412%
3 7.057 651 658 670 rBV 580729 900141 47.77%  8.517%
4 7.875 791 797 804 rVB 175020 256674 13.62%  2.429%
5 9.051 991 997 1011 rBV 334016 557639 29.59% 5.276%

6 10.686 1270 1275 1286 rVB 202260 331399 17.59% 3.136%
7 12.092 1508 1514 1519 rVB 22090 31757 1.69% ©.300%
8 13.151 1688 1694 1702 rBV 1000500 1388892 73.70% 13.141%
9 14.533 1921 1929 1937 rBV2 307411 438164 23.25% 4.146%
10 15.892 2155 2160 2175 rVB 308390 411533 21.84%

w
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11 16.027 2177 2183 2196 rBV 817379 1102541 58.51% 10.432%
12 16.457 2251 2256 2261 rBV 33258 44245 2.35%
13 17.280 2390 2396 2404 rBV 351131 464638 24.66%
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14 18.168 2543 2547 2556 rBV 110171 152216  8.08% 440%
15 19.445 2760 2764 2774 rBV2 57574 87978 4.67% 832%

16 19.903 2837 2842 2848 rBV 1726302 1884454 100.00% 17.
17 21.162 3052 3056 3062 rBV5 41667 65952 3.50%
18 21.468 3103 3108 3113 rBV 439836 559290 29.68%
19 23.844 3506 3512 3522 rVB2 362960 712518 37.81%
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Sum of corrected areas: 10568837
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 20 Feb 2023 19:34
: CG/JU
. 01611-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22023\
BM@38794.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38794.D

Acq On : 20 Feb 2023 19:34

Operator : CG/JU

Sample : 01611-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
4957 22.58ng 289784  1,4-Dichlorobenzene-dd  7.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-d-methyl- 116 CeH1202 000123-42-2 64

2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
4 1-Propen-2-0l, acetate 100 C5H802

016504-58-8 47
001116-98-9 17
000108-22-5 10

5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 301 (4.957 min): BM038794.D\data.ms (-294) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
P e
i “ 83.0 4.60 4.80 5.00 5.20 )
el m/z 59.10  64.69%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B LA L BN I
59.0 4.60 4.80 5.00 5.20
m/z 101.00 31.03%
15.0 101.0
\\\‘\‘\‘M\\“M\\}‘\\\\8‘3‘\.0\\\“‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R ERRAERRRRERRRERE
4.60 4.80 5.00 5.20
m/z 58.00 15.56%
5000 101.0
59.0
27. ‘ 84.0
“ww“Mﬁ‘W‘l‘ﬂwi“kM p!““u“ e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e EEmaaREES R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.56%
5000 41.0
W | 12601420
e PR e s ot
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20

8270-BM020123.M Tue Feb 21 12:47:43 2023

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38794.D

Acq On : 20 Feb 2023 19:34
Operator : CG/JU

Sample : 01611-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.892 18.78 ng 411533  Acenaphthene-d10 14.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H16N2 000103-33-3 58
3 Benzoylformic acid 150 C8H603 000611-73-4 53
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
5 Acetic acid, 2-benzoylthio-, 2-o0... 314 C17H1404S 1000260-20-1 47
Abundance Scan 2160 (15.892 min): BM038794.D\data.ms (-2155) (- | m/z 105.00 100.00%
105.0
.0 182.0
5000
51.0 ‘ T T ‘ T
15.50 16.00
152.0
el L 2260wz 77.00 69.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — e
15.50 16.00
51.0 m/z 182.00  62.58%
27.0 R 1260 1520 |
\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
— ——
182.0 15.50 16.00
5000 m/z 51.00 25.40%
51.0 105.0
210 ‘ 1280 1020
i B L e e i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid “ e
105.0 15.50 16.00
77.0 m/z 181.08  10.82%
5000
51.0
2?.0 L Wl 150.0
et P A
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38794.D

Acq On : 20 Feb 2023 19:34
Operator : CG/JU

Sample : 01611-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 n-Decanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.168 6.55 ng 152216  Phenanthrene-di0 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 83
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2547 (18.168 min): BM038794.D\data.ms (-2543) (- 73.00 100.00%
73.0
43.1
5000 129.1
213.2
] Hl 10 17‘1'0‘ 256. 18,00 18'50
e ML L LU L T s, ee.ee 76.32%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #46961: n-Decanoic acid
60.0
5000 R
129.0 18.00 18.50
29.0 m/z 43.10 61.12%

TN 1720
\H‘HH‘\‘HH\‘\w‘\‘\‘hH\H“H‘H\‘\\\\‘\\H‘\\1\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140160 180200 220 240
Abundance #109279: Tetradecanoic acid
3.0
43.0 4 N

1800 1850
5000 129.0 m/z 41.05 56.68%
185.0
|
wsol WAL KL st Ly L
m/z--> 20 40 60 80 100120140160180200220240
Abundance #92069: Tridecanoic acid ey el
73.0 18.00 18.50

m/z 55.00 53.73%

43.0
5000 129.0
171.0
214.0
‘\ HJ I \‘ il H“H ?H\ bl W ‘ ‘ L PRV

\H‘HH‘HH\\H‘\H\‘HH‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH‘\ i [

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38794.D

Acq On : 20 Feb 2023 19:34
Operator : CG/JU

Sample : 01611-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.445 3.15 ng 87978  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 CS5H7NOS 029926-41-8 38
Abundance Scan 2764 (19 445 min): BM038794.D\data.ms (-2760) (- m/z 73.00 100.00%
129.1
185.0 241.2
——
284.1 19.50
—— h‘“‘ ‘hh \\ ‘\ MM \\‘ ‘ \ ; ‘u‘\‘ o “35‘\5"| m/Z 69.90 81.48°o
m/z--> 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 el by i
19.50
1850 41 o 2240 m/z 43.00  73.13%
\\“\H‘ \HM‘ H ‘ \‘ ““‘ \\‘\ !
miz--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid
43.0
—
19.50
5000 m/z 57.10 67.89%
129.0 242.0
‘ 199.0
H“‘M‘H‘u HM‘ h\‘ H‘\\ “ Ly ul “H‘\"H“HH“
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid war) 1 in ™y —
73.0 19.50
m/z 55.05 54.53%
5000 129.0
185.0
29. 228.0
““‘\H\M ‘ \‘\"\‘\‘HLH’HH‘HH“ rA " -
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_M\Data\BM022023\
Data File : BM@38794.D

Acq On : 20 Feb 2023 19:34
Operator : CG/JU

Sample : 01611-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 5 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.162 2.36 ng 65952  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
4 n-Heptadecanol-1 256 C17H360 001454-85-9 93
5 1-Hexadecanol 242 C16H340 036653-82-4 93

Abundance Scan 3056 (21.162 min): BM038794.D\data.ms (-3052) (- | m/z 55.05 100.00%
b5

.0
97.0
5000
281.0

‘ ]{39_1 207.0 I o1'en
oyt |

‘ 327.0 21.00 21.50
“\\\H\ ‘\H\‘H‘\h }\ ‘ ‘\‘ h‘ M\\‘ \“1 L \“\ ‘H“ R “‘ e m/z 43.00 99.38%

m/z--> 50 100 150 200 250 300 350
Abundance #155959: 1-Nonadecene
57.0 B7.0

5000 — ——
21.00 21.50
J 200 266.0 m/z 57.05 94.50%
L\5'\ T ‘\‘ “‘ ‘\ ‘“\‘ i \“ ‘!L 1’ “\L ““ \%‘-\8%‘\9‘ 2\2\4\‘9 ‘ T L\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #155962: Z-5-Nonadecene
55.0 97.0
—— —
21.00 21.50
5000 m/z 83.10 92.23%

266.0
39.0
- “‘u h Li % 18202240 |
m/z--> 50 100 150 200 250 300 350

Abundance #282680: Pentafluoropropionic acid, pentadecy! ester T —
57.0 21.00 21.50

97.0 m/z 69.00 84.93%
- Mwwwwwwwwaﬁkww“VMf““”V
39.0 210.0
50 | L1} 1390 21003650 s Ak T T
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38794.D

Acqg On : 20 Feb 2023 19:34
Operator : CG/JU

Sample : 01611-01

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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-... 4.957 22.6 ng 289784 1 7.875 256674 20.0
Benzophenone 15.892 18.8 ng 411533 3 14.533 438164 20.0
n-Decanoic acid 18.168 6.5 ng 152216 4 17.280 464638 20.0
Octadecanoic acid  19.445 3.1 ng 87978 5 21.468 1559290 20.0
1-Nonadecene 21.162 2.4 ng 65952 5 21.468 559290 20.0
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