LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : N4@24-01

Misc :

ALS Vvial : 11 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-BF072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129726.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.393 185 188 203 rBV 143054 316333 5.96% 1.001%
2 5.469 538 541 556 rBv 1185021 1197382 22.55% 3.790%
3 6.134 650 654 662 rBV 154228 162837 3.07% 0.515%
4 6.481 710 713 721 rBV 633341 710704 13.39%  2.250%
5 6.828 769 772 776 rBV 1113781 953892 17.97% 3.019%
6 6.892 780 783 789 rBV 63485 77294 1.46% 0.245%
7 7.239 835 842 851 rBvV2 241351 248682 4.68% 0.787%
8 7.398 858 869 872 rBV 2805516 3100515 58.40% 9.814%
9 7.657 907 913 918 rBV 44031 54753 1.03% 0.173%
10 8.022 971 975 982 rBV 233631 354037 6.67% 1.121%
11 8.110 986 990 994 rBV 1380844 1289211 24.28% 4.081%
12 8.275 1015 1018 1023 rBV 145382 244992 4.61% 0.775%
13 8.316 1023 1025 1029 rVB2 62007 69293 1.31% 0.219%
14 8.610 1071 1075 1077 rBV2 42922 53162 1.00% ©0.168%
15 8.728 1090 1095 1096 rBV 46195 55424 1.04% 0.175%
16 8.745 1096 1098 1107 rVB2 53450 77354 1.46% 0.245%
17 9.063 1149 1152 1156 rBV2 46689 53284 1.00% 0.169%
18 9.192 1167 1174 1177 rBV 5252463 5309452 100.00% 16.806%
19 9.839 1281 1284 1286 rBV 139676 142640 2.69% 0.451%
20 9.869 1286 1289 1292 rVB 1805964 1423734 26.82% 4.507%
21 10.010 1308 1313 1315 rBV 116133 128998 2.43% 0.408%
22 10.051 1315 1320 1323 rVV 1466135 1891722 35.63% 5.988%
23 10.263 1352 1356 1358 rBV3 63806 69553  1.31% 0.220%
24 10.663 1419 1424 1427 rBV 2425490 2039462 38.41% 6.455%
25 10.786 1443 1445 1449 rVB 73893 67107 1.26% 0.212%

26 11.357 1537 1542 1546 rBV 1512328 1262286 23.77%
27 11.539 1570 1573 1578 rBV 404231 326817 6.16%
28 11.874 1627 1630 1634 rBV 128559 137672 2.59%

NoOoOoRrw
N
w
(o))
R

29 12.663 1758 1764 1773 rBV 129468 166383 3.13% 527%
30 12.939 1807 1811 1815 rBV 2543344 2364379 44.53% 484%
31 13.868 1964 1969 1981 rVB5 83462 212600 4.00% ©.673%
32 14.004 1988 1992 1996 rBV 843670 745888 14.05%  2.361%
33 14.092 2002 2007 2012 rBV 117580 129922 2.45% 0.411%
34 14.615 2092 2096 2101 rBV 286775 262088 4.94%  ©.830%
35 14.827 2129 2132 2135 rBV 56537 54485 1.03% 0.172%

36 15.474 2237 2242 2251 rVB 662083 871193 16.41% 2.758%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS Vvial : 11 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-BF072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.192 2356 2364 2385 rBV6 233504 1094175 20.61%  3.463%
38 16.357 2385 2392 2423 rVB3 923486 3453090 65.04% 10.930%
39 17.568 2588 2598 2620 rVB3 74651 419855  7.91% 1.329%

Sum of corrected areas: 31592650
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129726.D\data.ms
5000000

4000000

3000000 7.398

2000000

5.469 6.828

1000000
6.481

3.393 6.134 L 7.239
T ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ TTT \%\ T ‘ TTTT ‘ LI ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ TT \IL\‘ LI ‘ T T ‘ TTrrT ‘ \'\822‘ TTTT ‘ TTTT ‘ TTT \7"\6\‘5\7\‘ T
Time-->  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 TIC: BF129726.D\data.ms
5000000 9.192

o

4000000

3000000

10.663 12.939

2000000 9.869
8.110 10.051 11.357

1000000

602 J 11.539

: 8 9. 11.874 12.663
oL (L PEE sodms oosy  Si@Mmozes  joyss )| | a4 2P )l
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129726.D\data.ms

5000000

4000000
3000000

2000000

16.357
1000000 14.004 15.474

14.615

13.8644.092 14.82 16.192 17.568
T T ‘ T T T T ‘ T T ‘ T T T ‘ T

T T ‘ T T T ‘ T T ‘ T
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Time--> 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 1 Propylene Glycol Concentration Rank 6

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

3.393 6.63 ng 316333  1,4-Dichlorobenzene-d4 6.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9

5 2-Hexanol 102 C6H140 000626-93-7 9

Abundance Scan 188 (3.393 min): BF129726.D\data.ms (-185) (-) m/z 45.10 100.00%

45.1
5000 {L

61.0 3.00 3.20 3.40 3.60 3.80

761 941 )
e e e e M/Z 43,85 18.53%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0

5000 e
3.00 3.20 3.40 3.60 3.80

m/z 61.00 6.29%

29.0
150 0 810 46,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45.0

‘\\\\‘\\\\‘\\\\‘\\V\‘\\

3.00 3.20 3.40 3.60 3.80

5000 ITI z 44.05 5.33%
190 310 61.0 750
]
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- B R e N
45.0 3.00 3.20 3.40 3.60 3.80

m/z 46.00 3.26%

5000
29.0
s Ll 9%0 76.0 89.0 102.0

m/z-->

10 20 30 40 50 60 70 80 90 100 110

3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 2-Propanol, 1-butoxy- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.134 3.41 ng 162837 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 DL-Lactamide, N,O-dipropyl- 173 CO9H19NO2 1010452-56-1 50
3 Hexane, 1,2,3-trimethoxy- 176 C9H2003 020637-29-0 50
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 47
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 45

Abundance Scan 654 (6.134 min): BF129726.D\data.ms (-650) (-) m/z 57.05 100.00%

57.0
5000 87.1
5.80 6.00 6.20 6.40
SN 1/ NN RN PO~ CC N m/z 45.00  98.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
5000 T T T I T[T T T T
87.0 5.80 6.00 6.20 6.40
m/z 41.10 42.82%
150 ‘\“ Lhl, | 1 Iy 117.0
\\\’\\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
45.0
1150 5.80 6.00 6.20 6.40
5000 87.0 ' m/z 87.10 38.57%
26,0 68.0 1440 174.0
T e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #51501: Hexane, 1,2,3-trimethoxy- Al A
45.0 5.80 6.00 6.20 6.40
m/z 56.10  34.42%
5000 87.0
L 6T9 | 11201310 1610
s B e B Amas e
m/z--> 20 40 60 80 100 120 140 160 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 dl-Menthol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.022 5.49 ng 354037 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 dl-Menthol 156 C10H200 000089-78-1 91
2 Levomenthol 156 C10H200 002216-51-5 91
3 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 001490-04-6 91
4 d-Menthol 156 C10H200 015356-60-2 91
5 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 021129-27-1 81
Abundance Scan 975 (8.022 min): BF129726.D\data.ms (-971) (-) m/z 71.00 100.00%
71.0
95.1
41.1
5000
123.1
7.60 7.80 8.00 8.20 8.40
by 2 8165 83.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32850: dI-Menthol
71.0
95.0
5000
41.0 123.0 7.60 7.80 8.00 8.20 8.40
m/z 95.10 79.98%
\1\4\0‘ \M‘\ i T ‘1“\ T \“\ T T \“ L
miz--> 20 40 60 80 100 120 140 160
Abundance
71.0
95.0
41.0 R A
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 62.10%
123.0
141.0
e I e e e e A
m/z--> 20 40 60 80 100 120 140 160
Abundance  #32987: Cyclohexanol, 5-methyl-2-(1-methylethyl)- R e S
71.0 7.60 7.80 8.00 8.20 8.40
95.0 m/z 55.10 54.51%
41.0
5000
123.0
““‘HM‘MP“ 1LLO R e
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Ethanol, 2-phenoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.275 3.80 ng 244992  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 96
2 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
3 Acetic acid, phenyl ester 136 C8H802 000122-79-2 58
4 butanedioic acid, monophenyl ester 194 C10H1004 1000400-29-4 53
5 Benzene, ethoxy- 122 C8H1e0 000103-73-1 53

Abundance Scan 1018 (8.275 min): BF129726.D\data.ms (-1015) (-) m/z 94.00 100.00%

94.0
5000
138.1
39.0 67'0 | ‘ 8.00 8.20 8.40 8.60
b mjz 76.95  30.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19879: Ethanol, 2-phenoxy-
94.0
5000 UL L B I B B
138.0 8.00 8.20 8.40 8.60
390 66.0 ‘ m/z 138.05 25.05%
\\1\5\‘\‘\“\\‘i‘\‘\“\\“\“\\\‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
94.0
S AARERES LR
430 8.00 8.20 8.40 8.60 .
5000 m/z 66.00 15.31%
71.0
121.0 149.0 193.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18725: Acetic acid, phenyl ester
94.0 8.00 8.20 8.40 8.60
m/z 95.05 14.07%
5000
43.0
66.0
150 | “ | 136.0
\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07

Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 5 1H-Benzotriazole, 4-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.051 26.57 ng 1891720  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
3 Benzene, 1-azido-2-methyl- 133 C7H7N3 031656-92-5 72
4 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 72
5 Indan, epoxide 132 C9H80 000768-22-9 53

Abundance Scan 1320 (10.051 min): BF129726.D\data.ms (-1315) (- m/z 104.00 100.00%
104.0
133.1
5000 77.0
51.0
\
‘H 10.00
0 “ e b AT51 0wz 133.05  64.76%
m/z--> 20 100 120 140 160 180
Abundance #16856.1H—Benﬂnnazme,4—meﬂwL
104.0
133.0
5000 77.0 EI.O‘Od |
51.0 i .
‘ m/z 77.00  38.74%
270 \\"\\\\’H\\\’\\!‘\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104.0
T
133.0 10.00
5000 m/z 78.00 38.21%
77.0
51.0
27.0
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16843: Benzene, 1-azido-2-methyl- ‘A‘ - I
104.0 10.00
m/z 51.00 28.04%
78.0
5000
51.0 133.0
27.0
1‘WH,‘M“,H‘M““W“““ —
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07

Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270

-BFO72522.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 Caffeine

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.538  s.18ng 326817 Phenanthrene-dio 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 caffeine 194 CSHIONAO2  000@53-08-2 98

2 3(2H)-Benzofuranone, 4,6-dimethoxy- 194 C10H1004
3 1,4-Dimethyl-4,5,7,8-tetrahydroi... 194 C8H10N402
4 2H-Pyrazol-3-ol, 5-(2,5-dimethyl... 194 C9H1@N20S
5 2-Hydroxy-5,8-naphthalenedicarbo... 194 C12H6N20

004225-35-8 50
130063-15-9 50
1000304-22-5 43
1000326-75-1 27

Abundance Scan 1573 (11.539 min): BF129726.D\data.ms (-1570) (-} | m/z 194.10 100.00%
194.1
109.1
5000 67.0
T \
42"0 ‘ 137.0 1650 | 2431 11.50
el A e SRS m/z 109.05  56.47%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69698: Caffeine
194.0
109.0
5000 67.0 — :
11.50
420 m/z 66.95 38.97%
‘ 136.0 165.0
\\”\\}M\‘\w‘\\i“\\\‘\“\}‘\\‘\\\”"\\\\‘\‘\\\‘\\\M\’\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
194.0
=T \
11.50
5000 m/z 55.00 36.07%
165.0
106.0 135.0
L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69715: 1,4-Dimethyl-4,5,7, 8-tetrahydroimidazo-[4,5-E]-1 = ‘
194.0 11.50
m/z 81.95 27.16%
5000
138.0 165.0
67.0 109.0 ‘ ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 7 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.874 2.18 ng 137672  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 1630 (11.874 min): BF129726.D\data.ms (-1627) (- m/z 72.95 100.00%
43.0 73.0
5000
== —
‘ 11.50 12.00
WWUH m/z 43.85  92.54%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 1570155 2130 2560 m/z 59.95 87.18%
\H‘HH“}‘HH!H \H‘\\‘H\‘Hwh““\\”“\“\‘H“\H\‘\\‘H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
e s
43.0 11.50 12.00
5000 129.0 m/z 57.00 84.58%
171.0
214.0
101.0
R o o Eaas
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 55.05 76.30%
5000 129.0
199.0
s e T
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM P T
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 8 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.663 2.64 ng 166383  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80

Abundance Scan 1764 (12.663 min): BF129726.D\data.ms (-1758) (- m/z 73.00 100.00%

73.0
5000

12.50 13.00
m/z 43.10 92.08%

m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0

5000 129.0 12'50 13.00

m/z 60.00  83.42%

29. ‘ 185 0 5410 2840
\“ ‘\ Hh“ M‘\ ‘ \‘ \‘ ‘ \ \ T \ ‘ L \ \‘ ‘ T \‘ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
43.0

12.50 13.00
5000 m/z 57.05 78.15%

430 1290 242.0
: 199.0
LR P Y Y P R —
miz--> 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— ——
43.0 12.50 13.00

m/z 55.00  73.46%

5000 284.0
3.0 129.0
TV
w\ I H‘\ H‘H il 372.1

‘ T
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 9 1-Heneicosanol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.868 5.70 ng 212600  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Heneicosanol
2 n-Nonadecanol-1

312 C21H440
284 C19H400

3 Eicosyl methyl ether 312 C21H440

4 1-Octadecanol
5 Behenic alcohol

270 C18H380
326 C22H460

015594-90-8 95
001454-84-8 95
1000406-29-4 95
000112-92-5 95
000661-19-8 94

Abundance Scan 1969 (13.868 min): BF129726.D\data.ms (-1964) (- m/z 43.05 100.00%
43.0 83.0
5000
25.1 — ——
M H h (1648 2230 2831 340.9 13.50 14.00
I U T N RVFRAN VMt i s m/z 83.05 98.48%
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.
7.0
5000 — ——
13.50 14.00
m/z 57.05  95.15%
39.0
]-\5.\0‘\‘ ‘\‘ “ T ‘\ ‘\‘L \%\ “\ ‘h \]‘_\8\270‘ 2\2\4\.0\ ’26\6\.\0\ ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
83.0
43.0 — —
13.50 14.00
5000 ITI/Z 55.05 94.79%
125.0
168.0 238.0
I T 2
m/z--> 50 100 150 200 250 300 350
Abundance #215088: Eicosyl methyl ether — ——
45.0 83.0 13.50 14.00
m/z 69.10 86.01%
5000
25.0
280.0
LT gm0z 00 e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07

Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 10 Triphenylphosphine oxide Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.092 3.48 ng 129922  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 49
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 45
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 39
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 25

Abundance Scan 2007 (14.092 min): BF129726.D\data.ms (-2002) (- m/z 277.05 100.00%
277.1
5000 JL
77.0 198.9 s ‘
g | mso, ||
0B RR 3808 7 278 10 36.24%
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —h :
14.00
77.0 199.0 m/z 77.68  23.23%
152.0
\2\7\‘0\‘}‘\\“\\‘\\\\“H\\\“\M\\\\‘\\‘\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
277.0
T \
14.00
5000 m/z 198.95 20.20%
70 183.0
39.0 128.0 228.0
L e L e
m/z--> 50 100 150 200 250 300 350
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro
277.0 14.00
m/z 201.00 19.81%
5000
770 199.0
310 7 ‘
O L uso®0 || awo, | | s
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF072522.M Sat Aug 13 02:02:09 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 11 1,3-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.616  7.030ng 262088 Chrysene-d12 14.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual

»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 80
,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 70
erephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
erephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 53
romoacetic acid, 2-ethylhexyl e... 250 C10H19Bro02 068144-73-0 27

uhwN R
W H AR R

Abundance Scan 2096 (14.615 min): BF129726.D\data.ms (-2092) (- | m/z 70.05 100.00%
70.0
149.0
261.1
5000
= o
“ h | i b 1900 14.50 15.00
ol kUlL2200, | 11000 [ | 3571 o149 00 67.17%
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 =1 ]
14.50 15.00
67.0 m/z 261.15 58.49%
29.
T “\ (# ‘” \L T } T ‘\ T \297\\0\ 7 \‘ T ‘\ :\50‘4\(\) 7’347‘(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance
70.0
112'0 T ‘ T T ‘ T
14.50 15.00
5000 ITI/Z 112.05 47 .74%
167.0
261.0
29.0
205.0 333.0
o e
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester ) —
261.0 14.50 15.00
m/z 57.10 37.68%
5000 70.0
149.0
219.0
20 J e L T S
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 12 Cholestan-3-o0l, (3.beta.,5.... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.192 25.12 ng 1094180  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-o0l, (3.beta.,5.beta.)- 388 C27H480 000360-68-9 90
2 Cholestanol 388 C27H480 000080-97-7 81
3 Cholestan-3-o0l 388 C27H480 027409-41-2 70
4 trans-3-[2-Hydroxy-4-(2-methyl-2... 332 C22H3602 1000370-41-7 38
5 Epicholestanol 388 C27H480 000516-95-0 18

Abundance Scan 2364 (16.192 min): BF129726.D\data.ms (-2356) (- m/z 215.15 100.00%

43.0 107.1 215.2
5000 )
65.1

e
16. 00 16 50

m/z 107.05 91.47%

m/z--> 50 100 150 200 250 300 350 400
Abundance #294353: Cholestan-3-ol, (3.beta.,5.beta.)-
43.0 215.0
95.0

5000
16 00 16 50
m/z 43.05 89.16%

e u 0 315
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0

107.0

215.0 1600 1650
5000 165.0 m/z 95.10 80.13%
388.0
262.0 3319
L e e L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #294347: Cholestan-3-ol

43.0 1600 1650

m/z 233.20 76.30%

M

m/z--> 50 100 150 200 250 300 350 400 16.00 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 13 Cholesterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.357 79.27 ng 3453090 Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 96
3 Pregnenolone 316 C21H3202 000145-13-1 56
4 Lathosterol 386 C27H460 000080-99-9 50
5 Cholestane-3,5-diol, 5-acetate, ... 446 C29H5003 041721-93-1 37
Abundance Scan 2392 (16.357 min): BF129726.D\data.ms (-2385) (- m/z 43.10 100.00%
3.1
105.0
5000 61.1 5130 2753
386.4
— —
16.00 16.50
327.3
A 4L m/z s5.10 75.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #292874: Cholesterol
43.0
105.0 386.0
5000 — ——
16.00 16.50
m/z 81.05 71.90%
H\“
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
— —
16.00 16.50
5000 m/z 105.00 71.65%
105.0
159.0 213.0 5750 386.0
326.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #220042: Pregnenolone T —
43.0 16.00 16.50
m/z 107.10  71.46%
105.0
5000
5‘90 231.0 316.0
TV AN
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129726.D

Acqg On ¢ 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 14 .beta.-Sitosterol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.568 9.64 ng 419855  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 78
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 64
3 5-Cholestene-3-0l, 24-methyl- 400 C28H480 290299-12-6 42
4 Campesterol 400 C28H480 000474-62-4 40
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 22
Abundance Scan 2598 (17.568 min): BF129726.D\data.ms (-2588) (- m/z 43.10 100.00%

43.1
95.0
145.0
5000
2131 303.3 414 ¢
— T \
356.3 17.50

- m/z 57.00  75.81%
miz—> 0 50 100 150 200 250 300 350 400

Abundance #310595: .beta.-Sitosterol

5000 T T

105.0 17550
m/z 95.85  73.25%

miz—> 0 50 100 150 200 250 300 350 400

Abundance
43.0
T I
17.50
5000 95.0 m/z 55.00  63.13%
213.0 303.0
257.0 354.0
T T e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #302707: 5-Cholestene-3-ol, 24-methyl- —— ‘
43.0 17.50
m/z 145.00 57.95%
5000
95.0 400.0
Wbaide. 20, 2
“‘\Mw‘WﬁmeMMMWWWWW‘Mﬂﬂ‘wpﬁ%QMN‘M“ —
m/z--> 0 50 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129726.D

Acqg On : 11 Aug 2022 21:07
Operator : CG\JU

Sample : Nde24-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 3.393 6.6 ng 316333 1 6.828 953892 20.0
2-Propanol, 1-b... 6.134 3.4 ng 162837 1 6.828 953892 20.0
d1-Menthol 8.022 5.5 ng 354037 2 8.110 1289210 20.0
Ethanol, 2-phen... 8.275 3.8 ng 244992 2 8.110 1289210 20.0
1H-Benzotriazol... 10.051 26.6 ng 1891720 3 9.869 1423730 20.0
Caffeine 11.539 5.2 ng 326817 4 11.357 1262290 20.0
n-Hexadecanoic ... 11.874 2.2 ng 137672 4 11.357 1262290 20.0
Octadecanoic acid 12.663 2.6 ng 166383 4 11.357 1262290 20.0
1-Heneicosanol 13.868 5.7 ng 212600 5 14.004 745888 20.0
Triphenylphosph... 14.092 3.5 ng 129922 5 14.004 745888 20.0
1,3-Benzenedica... 14.616 7.0 ng 262088 5 14.004 745888 20.0
Cholestan-3-o0l,... 16.192 25.1 ng 1094180 6 15.480 871193 20.0
Cholesterol 16.357 79.3 ng 3453090 6 15.480 871193 20.0
.beta.-Sitosterol 17.568 9.6 ng 419855 6 15.480 871193 20.0
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