LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128551.D

Acqg On : 28 May 2022 16:36

Operator : CG\JU

Sample : N2933-04 :
Misc : P023-SS001-2430-01

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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128551.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.493 28 35 42 rVB2 26489 56051 1.25% ©.180%
2 3.328 174 177 194 rBV 25449 58104 1.29% 0.187%
3 5.069 470 473 478 rVB 42796 49501 1.10% 0.159%
4 5.457 533 539 542 rBV 3360104 3569427 79.52% 11.484%
5 6.463 704 710 713 rBV 3362747 3699568 82.42% 11.903%

6 6.575 727 729 733 rVB 77406 55192 1.23% o
7 6.834 770 773 777 rVB 1244983 1073227 23.91% 3
8 7.398 864 869 872 rBV 2712102 2491560 55.51% 8.016%
9 7.592 898 902 907 rVB 50357 47074 1.05% ©
8.116 987 991 995 rBV 1582447 1415608 31.54% 4

11 9.198 1169 1175 1178 rBV 4824747 4488662 100.00% 14.441%
12 9.875 1285 1290 1293 rBV 1947501 1614243 35.96% 5
13 10.663 1419 1424 1427 rBV 3094417 2742263 61.09% 8
14 11.363 1539 1543 1546 rBV 1905573 1624609 36.19% 5.227%
15 11.757 1607 1610 1614 rVB 79784 66540 1.48% ©

16 11.892 1629 1633 1641 rBV 159340 183349 4.08% ©.590%

17 12.674 1763 1766 1773 rBV2 57755 67757 1.51% 0.218%
18 12.951 1809 1813 1817 rBV 4242192 4139444 92.22% 13.318%
19 13.627 1925 1928 1931 rBV 58871 52218 1.16% ©0.168%

20 13.898 1969 1974 1987 rBV6 86959 268893 5.99% ©0.865%

21 13.998 1987 1991 1995 rVB 1246982 1129390 25.16% 3.634%
22 14.098 2001 2008 2013 rBV 496680 531622 11.84% 1.710%
23 14.139 2013 2015 2018 rVB 97438 79276 1.77% 0.255%
24 14.180 2018 2022 2025 rBV 134282 114571 2.55% 0.369%
25 15.127 2180 2183 2190 rVB 49220 55917 1.25% 0.180%
26 15.462 2235 2240 2246 rBV 786560 972115 21.66% 3.128%
27 15.951 2318 2323 2331 rBV 74644 110668 2.47% 0.356%
28 16.757 2455 2460 2466 rVB7 25326 50174 1.12% 0.161%
29 17.051 2505 2510 2518 rVB2 33624 68563 1.53% 0.221%
30 17.286 2544 2550 2565 rVB4 84524 206624 4.60% 0.665%
Sum of corrected areas: 31082210
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128551.D

Acqg On : 28 May 2022 16:36

Operator : CG\JU

Sample : N2933-04 :
Misc : P023-SS001-2430-01

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128551.D\data.ms

4000000

5.457 6.463

3000000

2000000

1000000

2.493 3.328 5.069 @75

6.834

7.398

7.592

O-V_Y_rr/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

n
T jTTTTT

I 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: BF128551.D\data.ms
9.198

4000000

10.663
3000000

2000000 9.875 11.363
8.116

1000000

12.674

12.951

I

0 — k ‘11"7157/39

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

T
12.50

N
13.00

Abundance TIC: BF128551.D\data.ms
4000000
3000000
2000000

13.998
1000000 15.462

4.098
13.62713.898 41880 15.127 15.951 16.757 17.05117.286

‘ T T ‘ T T
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T ‘ T
18.00

T ‘ T
18.50

8270-BF052622.M Tue May 31 03:08:57 2022

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128551.D

Acqg On : 28 May 2022 16:36

Operator : CG\JU

Sample : N2933-04 :
Misc P023-SS001-2430-01

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.26 ng 183349  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1633 (11.892 min): BF128551.D\data.ms (-1629) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
213.2 o= —
| H H‘ (JW 171.2 ‘ 256.1  11.50 12.00
oY 70 TR R O m“_“w“‘m_mm”w!_ m/z 73.05 94.01%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
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43.0 73.0 11.50 12.00
m/z 55.05 73.38%
5000 129.0
199.0 2420
TN e
‘ Hd Wl ‘ lll H\ \‘H‘\ ul ‘ ‘ ‘ |
O bbb bt o plieep e e ek e 7 —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF052622.M Tue May 31 03:08:58 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128551.D

Acqg On : 28 May 2022 16:36

Operator : CG\JU

Sample : N2933-04 :
Misc P023-SS001-2430-01

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.898 4.76 ng 268893  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Heptadecene 238 C17H34 006765-39-5 87
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81
5 1-Docosene 308 C22H44 001599-67-3 76

Abundance Scan 1974 (13.898 min): BF128551.D\data.ms (-1969) (- m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128551.D

Acqg On : 28 May 2022 16:36

Operator : CG\JU

Sample : N2933-04 :
Misc : P023-SS001-2430-01

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.098 9.41 ng 531622 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 70
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 32
5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 25
Abundance Scan 2008 (14.098 min): BF128551.D\data.ms (-2001) (- m/z 277.10 100.00%
277.1
5000 L
771 199.0 — —
394 ‘ 61 15‘2-0 ‘ H 14.00 14.50
ob 390 L AbA g b 210 b oz 278,10 32.06%
miz-> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —T T
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ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : 23‘3-‘0‘ R
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Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0 jk
‘ . ;
14.00 14.50
5000 m/z 199.00 21.26%
7.0 183.0
o9 180 L U\ 280 |
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Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h —— —
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m/z 183.10  20.88%
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e L
okt L s -
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128551.D

Acqg On : 28 May 2022 16:36

Operator : CG\JU

Sample : N2933-04 :
Misc P023-SS001-2430-01

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Methadone N-oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.180 2.03 ng 114571  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 64
2 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 50
3 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 50
4 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 45
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 45
Abundance Scan 2022 (14.180 min): BF128551.D\data.ms (-2018) (- m/z 91.05 100.00%
91.0
129.1 207.1
5000
— N
O bl L I L 28LL s 129,05 75.89%
miz-> 50 100 150 200 250
Abundance #230578: Methadone N-oxide
129.0 207.0
72.0 A
5000 o s
14.00 14.50
m/z 207.10  73.75%
42.0 165.0 | 277.0
oLb— H ‘\ ‘\} ‘\“ il ‘\““ H . ‘\ ‘M‘ h} \‘H\‘u\‘ S— — ‘\h‘ .
miz--> 50 100 150 200 250
Abundance #84024: 2-(4-Methylphenyl)-1H-indole
207.0
—— —
14.00 14.50
5000 m/z 206.05 27.87%
89.0
39.0 | 1280 150
e I
miz--> 50 100 150 200 250
Abundance #84028: 1H-Indole, 1-methyl-2-phenyl- i )
207.0 14.00 14.50
m/z 105.10 17.24%
5000
165.0
20 830 030 e e it
m/z--> 50 100 150 200 250 14.00 14.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128551.D

Acqg On : 28 May 2022 16:36

Operator : CG\JU

Sample : N2933-04

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

P023-SS001-2430-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tetratetracontane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.951 2.28 ng 110668 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 87
5 Hexatriacontane 507 C36H74 000630-06-8 86

Abundance Scan 2323 (15.951 min): BF128551.D\data.ms (-2318) (- m/z 57.10 100.00%
57.1
16.00
281.1 :
o‘H‘H‘J‘Hd‘lﬁﬁwm?ﬂ%_m_5”‘5‘5‘9‘_‘Hw‘_m_wm m/z 43.85 56.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 T
16.00
m/z 71.05 55.69%
ok [ 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘\\H‘HH‘\\H‘H\!]WHT[HT\‘TFH}H\\‘\H\‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
——
16.00
5000 ITI/Z 85.05 40.51%
ol Erooam oo
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane 7
57.0 16.00
m/z 55.10 19.49%
B ij\w/\w
S L o
et e e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128551.D

Acqg On : 28 May 2022 16:36

Operator : CG\JU

Sample : N2933-04 :
Misc : P023-SS001-2430-01

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Naphthalene, 1,2,4a,5,8,8a-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.286 4.25 ng 206624  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 62
2 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 60
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 43
4 3,4-Dihydrocoumarin, 4,4,7,8-tet... 204 C13H1602 040614-36-6 41
5 1H-Indol-6-ylamine, TMS der‘1vat1ve 204 C11H16N2Si 1000484-86-1 38
Abundance Scan 2550 (17.286 min): BF128551.D\data.ms (-2544) (- m/z 189.05 100.00%
189.1
5000 95.0
41.0
145, 281.1 425.: 17.00 17.50
0’ b wH | R ‘3"5‘5"‘1‘ - m/z 177.05  65.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #80508: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime
189.0
5000 e sl
41.0 91.0 17.00 17.50
m/z 204.20  65.21%
1
O T H ““‘\‘H\ I}Aﬁ \J‘\ ‘ LI ‘ LI ‘ L ‘ LI ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0
oo ——
17.00 17.50
5000 m/z 95.05 40.80%
81.
29. ‘
0! N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #80522: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-¢ —— —
189.0 17.00 17.50
m/z 69.05 36.93%
m/z--> 5 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128551.D

Acqg On : 28 May 2022 16:36

Operator : CG\JU

Sample : N2933-04 :
Misc : P023-SS001-2430-01

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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|
n-Hexadecanoic ... 11.892 2.3 ng 183349 4 11.363 1624610 20.0
Trichloroacetic... 13.898 4.8 ng 268893 5 13.998 1129390 20.0
Triphenylphosph... 14.098 9.4 ng 531622 5 13.998 1129390 20.0
Methadone N-oxide 14.180 2.0 ng 114571 5 13.998 1129390 20.0
Tetratetracontane 15.951 2.3 ng 110668 6 15.463 972115 20.0
Naphthalene, 1,... 17.286 4.3 ng 206624 6 15.463 972115 20.0
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