LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132596.D

Acqg On : 01 Mar 2023 17:47

Operator : CG\JU

Sample : 01739-08 :
Misc . SAMPLE-2-COMP-2

ALS Vvial : 14 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132596.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.234 446 450 460 rVB 1343902 1533836 45.16% 5.945%
2 5.628 513 517 530 rBV 3491779 3332362 98.12% 12.916%
3 6.628 682 687 690 rBV 3254792 3188327 93.88% 12.358%
4 7.004 747 751 754 rBV 1224372 1025101 30.18% 3.973%
5 7.563 842 846 849 rBV 2468784 2046917 60.27% 7.934%

6 8.287 966 969 972 rBV 1613556 1235277 36.37% 4
7 9.363 1148 1152 1155 rBV 4185530 3396350 100.00% 13.
8 10.051 1265 1269 1272 rBV 1392971 1204980 35.48% 4.670%
9 10.763 1386 1390 1393 rBV 204472 176885 5.21% ©
10 10.839 1399 1403 1417 rBV 1989027 1740738 51.25% 6

11 11.545 1519 1523 1526 rBV 1226822 1066147 31.39% 4.132%
12 12.051 1606 1609 1615 rBV 179941 212169 6.25% 0.822%
13 13.133 1789 1793 1796 rBV 3332344 2880568 84.81% 11.165%

14 13.351 1827 1830 1833 rBV 48530 47097 1.39% 0.183%
15 13.692 1884 1888 1891 rBV 62988 56341 1.66% ©0.218%

16 14.045 1941 1948 1963 rBV5 85412 325155 9.57%

17 14.198 1970 1974 1982 rBV 1198931 1187436 34.96% 602%
18 14.339 1995 1998 2005 rBV 39039 44763 1.32%
19 15.063 2118 2121 2124 rVB 53172 50311 1.48% 195%
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20 15.757 2233 2239 2246 rBV 728691 1049632 30.90%

Sum of corrected areas: 25800392
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 01 Mar 2023 17:47
: CG\JU
: 01739-08

. 14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30123\
BF132596.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

SAMPLE-2-COMP-2
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

BF132596.D

: 01 Mar 2023 17:47
: CG\JU

: 01739-08

: 14  Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30123\

SAMPLE-2-COMP-2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.

5.234 29.93 ng 1533840 1,4-Dichlorobenzene-d4 7.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11INO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9

5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 450 (5.234 min): BF132596.D\data.ms (-446) (-)

m/z 43.00 100.00%

43.0
59.0
5000
101.0 R RREEE B
5.00 5.20 5.40 5.60
L 83.0 .
ol e m/z 59.00  62.95%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L I B I IR
59.0 5.00 5.20 5.40 5.60
m/z 101.00 23.03%
0 27\\\ i i 830 1010
L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e
5.00 5.20 5.40 5.60
5000 41.0 ITI/Z 58.00 16.26%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4576: Morpholine, 4-methyl- R RRRRREEIAE L
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.34%
5000
15.0 710 101.0
O bt S | US—
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132596.D

Acq On : 01 Mar 2023 17:47

Operator : CG\JU

Sample : 01739-08 :
Misc . SAMPLE-2-COMP-2

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.763 2.94 ng 176885  Acenaphthene-di0 10.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 49
3 Isopropyl phenyl ketone 148 C10H120 000611-70-1 47
4 Benzenecarbothioic acid 138 C7H60S 000098-91-9 47
5 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
Abundance Scan 1390 (10.763 min): BF132596.D\data.ms (-1386) (- m/z 105.00 100.00%
105.0
o 182.0
5000
51.0 P ——
10.50 11.00
152.1
bl b 2280 R m/z 76.95  58.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 e g
10.50 11.00
51.0 m/z 182.00  52.45%
O\\\‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\\\\1‘2\6\.9\‘?—\5\%\.0‘\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38966: Benzoyl isothiocyanate
105.0
—— —
10.50 11.00
5000 77.0 m/z 50.95 19.18%
51.0
ol 270 | 131.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26219: Isopropy! phenyl ketone pasdaposans pmspohpmny
105.0 10.50 11.00
m/z 181.00 8.68%
5000
77.0
70 51"0 148.0
) B/ TV N U N S SV | VY
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132596.D

Acq On : 01 Mar 2023 17:47

Operator : CG\JU

Sample : 01739-08 :
Misc SAMPLE-2-COMP-2

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.051 3.98 ng 212169 Phenanthrene-di0 11.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 70

Abundance Scan 1609 (12.051 min): BF132596.D\data.ms (-1606) (- m/z 73.00 100.00%

9.

43.1
5000
129.0
T I
| M 1571185021‘31 0561 12.00
o_HJ,:MJ‘\M“‘hlm‘w‘m_hmmw“W‘wwwwm:_ m/z 60.00 81.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T \
12.00

m/z 43.10 77.32%

’ 157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0

43.0 SR ‘

12.00
5000 m/z 57.00 66.08%
129.0
185.0 228.0
0 ‘ ““‘ . “\‘ il “‘ ‘M i ‘H‘\‘ . “‘]‘-‘5‘\7‘.8“ iy “\‘ ; ‘\‘ ERREE ! T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid T I

73.0 12.00

m/z 41.00 56.29%

43.0
5000 129.0 \J‘h/“
171.0
214.0
H\ I ‘\‘ H“H i ‘\ ‘\m | ‘ :

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132596.D

Acq On : 01 Mar 2023 17:47

Operator : CG\JU

Sample : 01739-08 :
Misc . SAMPLE-2-COMP-2

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Trifluoroacetic acid, penta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.045 5.48 ng 325155  Chrysene-di12 14.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 1948 (14.045 min): BF132596.D\data.ms (-1941) (- m/z 57.05 100.00%
57.0 97.1
5000
T T
| | | 1530 2300 2550 3409 14.00
o | — u‘\‘ \‘\M\‘m“m}H\Www.‘hu L Hih\m\\‘u R RAE | \‘h‘ — m/z 83.05 990.31%
m/z--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 — :
14.00
m/z 43.05 89.88%
OL\S-\d\ ‘\‘“ “\‘ “‘ \ \‘\4.‘“0‘?\].\8\2\()‘ } T \%?‘5\.0\\\30‘6\.\0\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
T T
14.00
5000 m/z 55.05 89.81%
9.0
0L5 d‘ ‘\ \‘ \ \“ # \h H 182 0224.0 266.0 W
e R A T T
m/z--> 100 150 200 250 300 350
Abundance #232316: Behenic alcohol T
434 83.0 14.00
' m/z 69.05 87.31%
5000
25.0
0 ‘\ ‘\ \‘ ] \“ ‘ \‘\ :I\\'G?O 210.0 280.0
e e e ——
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132596.D

Acqg On : 01 Mar 2023 17:47

Operator : CG\JU

Sample : 01739-08 :
Misc . SAMPLE-2-COMP-2

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-... 5.234 29.9 ng 1533840 1 7.004 1025100 20.0
Benzophenone 10.763 2.9 ng 176885 3 10.051 1204980 20.0
n-Hexadecanoic ... 12.051 4.0 ng 212169 4 11.545 1066150 20.0
Trifluoroacetic... 14.045 5.5 ng 325155 5 14.198 1187440 20.0
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