LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132921.D

Acqg On : 19 Apr 2023 20:09

Operator : CG\JU

Sample : 02366-07 :
Misc : 20230335-COMP-13

ALS vial : 9 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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132921.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.116 173 175 187 rBV 68244 159291 1.54% 0.239%
2 4.957 479 488 497 rBV 2068367 3098976 29.90% 4.659%
3 5.369 552 558 561 rBV 7057715 8343182 80.50% 12.544%
4 5.769 623 626 630 rBV 256288 209038 2.02% 0.314%
5 6.393 726 732 735 rBV 7202755 8546811 82.47% 12.850%
6 6.763 791 795 798 rBV 1856975 1468981 14.17% 2.209%
7 7.328 886 891 894 rBV 6017773 5420606 52.30% 8.150%
8 8.045 1009 1013 1016 rBV 2709105 2007792 19.37% 3.019%
9 9.128 1192 1197 1200 rBV 10009685 8833433 85.23% 13.281%
10 9.798 1307 1311 1314 rBV 3144294 2352584 22.70% 3.537%
11 10.510 1429 1432 1436 rBV 434568 381434 3.68% 0.573%
12 10.586 1440 1445 1448 rBV 6655350 6620431 63.88% 9.954%
13 11.280 1559 1563 1566 rBV 3271158 2557652 24.68%  3.845%
14 11.816 1650 1654 1658 rBV 656964 700606 6.76%  1.053%
15 12.604 1784 1788 1800 rBV 116312 158702 1.53% 0.239%

16 12.874 1828 1834 1837 rBV 10281343 10364111 100.00% 15.583%
17 13.457 1930 1933 1935 rBV 136314 125304 1.21% ©.188%

18 13.774 1983 1987 2003 rBV2 540007 906664 8.75% 1.363%
19 13.916 2007 2011 2014 rBV 2288621 2073732 20.01% 3.118%
20 14.098 2039 2042 2046 rBV 183524 158690 1.53% 0.239%
21 14.404 2090 2094 2099 rBV 187480 186344 1.80% 0.280%
22 14.704 2142 2145 2152 rBV 128764 119468 1.15% 0.180%
23 15.033 2197 2201 2205 rBV 110622 116923 1.13% 0.176%
24 15.345 2248 2254 2260 rBV 1326417 1599682 15.43% 2.405%
Sum of corrected areas: 66510437
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 19 Apr 2023 20:09
: CG\JU
: 02366-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
BF132921.D

20230335-COMP-13

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF132921.D\data.ms

5.369 6.393

7.328

4.957 6.763

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BF132921.D\data.ms
9.128 12.874

10.586

9.798 11.280
8.045

11.816
105 12.604 L

0
Time-->

0
S S | | | OGS |0 US| NSNS < S L S
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Abundance
1e+07

8000000

6000000

4000000

2000000

Time-->

TIC: BF132921.D\data.ms

13.916

15.345

13.77
3.457 14.098 14.404 14.704 15.033

T T T T T T T T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132921.D

Acq On : 19 Apr 2023 20:09

Operator : CG\JU

Sample : 02366-07 :
Misc 20230335-COMP-13

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 1 (S)-(+)-1,2-Propanediol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.116 2.17 ng 159291 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 Propylene Glycol 76 C3H802 000057-55-6 43

4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
5 L-Lactic acid 90 C3H603 000079-33-4 9

Abundance Scan 175 (3.116 min): BF132921.D\data.ms (-173) (-) m/z 45.10 100.00%

45.1
5000 k
gy e T ey
380‘ 61.0 2.80 3.00 3.20 3.40
O it 840 sz 43,00 18.92%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

5000 AU b
2.80 3.00 3.20 3.40

m/z 44.00 5.81%

0 19.0 ‘3‘1‘ 0 | 530610 750
T ‘ TTTT ’ L ‘ TTTT ‘ \ T ‘ TTTT ‘ T TT ‘ L ‘ T TT ‘ T
m/z--> 10 20 30 40 50 60 70 80 90

Abundance #345: Isopropyl Alcohol
45.0
R R A
2.80 3.00 3.20 3.40
5000 m/z 61.00 5.27%
27.0
1
Al T S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol H_m,mwm‘mw
45.0 2.80 3.00 3.20 3.40
m/z 46.10 3.54%
5000
o 19.0 ‘\\370 530°%10 760
R e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132921.D

Acq On : 19 Apr 2023 20:09

Operator : CG\JU

Sample : 02366-07 :
Misc : 20230335-COMP-13

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.957 42.19 ng 3098980 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 488 (4.957 min): BF132921.D\data.ms (-479) (-) m/z 43.05 100.00%
43.0
5000 59.1
T
61 10‘1'1 4.60 4.80 5.00 5.20
)Y ) N < SN - S m/z 59.16  50.62%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L NI B LA BN I
4.60 4.80 5.00 5.20
101.0 m/z 58.10 17.31%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
A AREESRREE o
4.60 4.80 5.00 5.20
5000 m/z 101.10 15.02%
101.0
41.0
NPT T N AR
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.33%
5000 41.0
0 \H \‘ \‘ 1y ‘ 12\6'0 142.0
7 R RaaERREEE
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132921.D

Acq On : 19 Apr 2023 20:09

Operator : CG\JU

Sample : 02366-07 :
Misc 20230335-COMP-13

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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-methoxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.769 2.85 ng 209038 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 40
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 27

4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 23
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12

Abundance Scan 626 (5.769 min): BF132921.D\data.ms (-623) (-) m/z 43.10 100.00%

43.1
73.0
5000
 REEE E e SRR
5?0 100.1 115.1 5.40 5.60 5.80 6.00
Obrrrprrreprrrrprrblbie ol i 28 e m/z 73.05  82.95%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-

5000 LI L L LA LA BN B

5.40 5.60 5.80 6.00
m/z 41.10 10.20%

115.0
ol 180 230 860 | 1090 7
H\‘\H\‘\H\‘IH\‘!H\‘\H\‘\H\‘H\\‘\H\‘\H\‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
5.40 5.60 5.80 6.00
5000 58.0 ITI/Z 115.10 7.91%
15.0
0HWlwmu“luw‘:hWm_m‘mwm‘mwm‘mwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4150: 1-Propen-2-ol, acetate R AR RRRRE
43.0 5.40 5.60 5.80 6.00
m/z 42.10 7.33%
5000
58.0
Wt LT S L AN [ 1| ENPIOY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132921.D

Acq On : 19 Apr 2023 20:09

Operator : CG\JU

Sample : 02366-07 :
Misc 20230335-COMP-13

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.510 3.24 ng 381434  Acenaphthene-di0 9.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C10H9Bro03 1000401-50-0 50
3 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 50
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 50
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 50
Abundance Scan 1432 (10.510 min): BF132921.D\data.ms (-1429) (- m/z 105.10 100.00%
105.1
77.0
5000 182.1
5 ‘.0 | 152.1 | 10.50 )
O+ttt e e b e e e m/z 77.05 67.19%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —
10.50
m/z 182.10  45.05%
O \H‘\‘\H“S\\‘\'\O‘\HH}“\\H‘HH‘H\\‘]-\5\%.‘(]\\\\“‘\\\\‘\\\\‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #142407: acetic acid, 2-bromo-, 2-oxo-2-phenylethyl este
105.0
R \
10.50
5000 m/z 51.10 29.64%
77.0
0 500 | 136.0 169.0198.0 227.0 256.0
AR e R HERRRsax et
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #63251: .alpha.,.alpha.-Dichloroacetophenone 4 ‘
105.0 10.50
m/z 50.00 9.26%
5000 77.0
o180 500 | 1390 A
T e e —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 10.50
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\

BF132921.D

: 19 Apr 2023 20:09
: CG\JU
: 02366-07

: 9 Sample Multiplier: 1

20230335-COMP-13

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Peak Number

5 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.816 5.48 ng 700606  Phenanthrene-di0 11.281
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 Tridecanoic acid

4 Pentadecanoic acid
5 Octadecanoic acid

256 C16H3202
228 (C14H2802
214 C13H2602
242 C15H3002
284 C18H3602

000057-10-3 99
000544-63-8 96
000638-53-9 93
001002-84-2 91
000057-11-4 90

Abundance Scan 1654 (11.816 min): BF132921.D\data.ms (-1650) (-) | m/z 43.05 100.00%
3.0
5000 ﬂ\wwvA#*
130 1290 _ )
| 171.2 2182 5560 11.50 12.00
ob— W0 9 ﬂﬂ‘q‘km“ L2220 m/z 73.00  94.00%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T T
11.50 12.00
1710 213.0 256.0 m/z 60.00 91.52%
O LI i““ ‘ﬁ‘hpi‘““\w \““\ \‘ \‘\ “ \“\ ‘\ T “\ LI ’ L
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
— =
11.50 12.00
5000 129.0 m/z 57.10  76.84%
185.0
29. 228.0
ob ““ wh\“ o L i 1 SN
miz--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid = T
i73.0 11.50 12.00
m/z 41.10 76.09%
5000 129.0
29. 171.0
H‘ ‘ ‘ 214.0
I 8 O SR AN
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132921.D

Acq On : 19 Apr 2023 20:09

Operator : CG\JU

Sample : 02366-07 :
Misc : 20230335-COMP-13

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 6 Octacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.774 8.74 ng 906664  Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 17-Pentatriacontene 491 C35H70 006971-40-0 94
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91

Abundance Scan 1987 (13.774 min): BF132921.D\data.ms (-1983) (- m/z 57.05 100.00%

57.0
5000
111.1

I T
1350  14.00

2432
LA ‘ ”wllesz 8063 ' m/z 43.85 85.90%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol
57.0

5000 111.0 L L
13.50 14.00

m/z 55.05 71.37%

s 1‘ i ‘,\“702220 2920 3920
\\\\‘\ \\[1!1! \1!\‘1\\\‘\\\\ \f\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0

o

o

1350 14.00
5000 1.0 m/z 83.10  60.54%
ol LLLLLLL i pe702220 s080 ‘JL
miz--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene P P
43.0 13.50 14.00

m/z 97.10 54.81%

) | ,waxmmw&mA\mkwakw
0 M | 1530 210, 0 267.0321.0 490.(
= s

T
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132921.D

Acqg On : 19 Apr 2023 20:09

Operator : CG\JU

Sample : 02366-07 :
Misc : 20230335-COMP-13

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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|
(S)-(+)-1,2-Pro... 3.116 2.2 ng 159291 1  6.763 1468980 20.0
2-Pentanone, 4-... 4.957 42.2 ng 3098980 1 6.763 1468980 20.0
2-Pentanone, 4-... 5.769 2.9 ng 209038 1 6.763 1468980 20.0
Benzophenone 10.510 3.2 ng 381434 3 9.798 2352580 20.0
n-Hexadecanoic ... 11.816 5.5 ng 700606 4 11.281 2557650 20.0
Octacosanol 13.774 8.7 ng 906664 5 13.916 2073730 20.0

8270-BF041723.M Fri Apr 21 14:59:06 2023 Pag 9



