LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 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-BM042722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@34871.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.499 403 410 420 rBV 3191380 4707666 35.20% 4.961%
2 7.093 673 681 690 rBV 3305896 5093388 38.09% 5.367%
3 7.928 816 823 831 rBV 853196 1345871 10.06% 1.418%
4 9.081 1012 1019 1030 rBV 2010362 3300607 24.68% 3.478%
5 10.728 1291 1299 1307 rBV 1164899 1925611 14.40% 2.029%

6 13.187 1710 1717 1726 rBV 5261506 7545461 56.42%
7 13.763 1810 1815 1824 rBV 117333 193891 1.45%
8 14.557 1944 1950 1957 rVB 1839211 2753868 20.59%
9 15.751 2144 2153 2163 rVB2 89448 256374  1.92%
10 16.039 2196 2202 2210 rBV 4654398 6570365 49.13%
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11 16.334 2248 2252 2260 rVB2 103517 178801 1.34%
12 16.681 2306 2311 2323 rVB3 226815 486165 3.64%
13 17.298 2410 2416 2422 rBV 2630215 3555712 26.59%
14 17.692 2476 2483 2489 rBV3 246356 352188 2.63%
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15 17.857 2502 2511 2512 rBV2 135866 325934  2.44% 343%
16 17.980 2529 2532 2538 rVB 433085 562622 4.21% 0.593%
17 18.204 2565 2570 2587 rBV 1411598 2027499 15.16% 2.136%
18 18.469 2610 2615 2619 rBV 557788 893908 6.68% 0.942%
19 18.516 2619 2623 2638 rVB 755430 1259967  9.42%  1.328%
20 19.063 2712 2716 2723 rBV 486776 603696 4.51% 0.636%
21 19.157 2727 2732 2736 rVV 812417 903760  6.76% 952%
22 19.286 2750 2754 2758 rBV 459409 523956 3.92% 552%
23 19.386 2767 2771 2775 rVB 347616 356341 2.66%

24 19.480 2782 2787 2806 rVB 920986 1398740 10.46%
25 19.733 2825 2830 2843 rBV2 244452 692337  5.18%
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26 19.922 2857 2862 2871 rVB 10844166 13373282 100.00% 14.092%
27 20.116 2886 2895 2906 rBV 1102171 3667499 27.42%  3.865%

28 21.198 3075 3079 3083 rBV 871595 1104100 8.26% 1.163%
29 21.263 3083 3090 3097 rVV 1575762 3424961 25.61% 3.609%
30 21.333 3097 3102 3111 rVB2 309355 778403 5.82% ©.820%
31 21.480 3121 3127 3138 rBV 3850656 5754176 43.03% 6.063%
32 21.945 3201 3206 3218 rVB4 609969 1525739 11.41% 1.608%
33 22.221 3246 3253 3262 rVB 1189195 2534459 18.95% 2.671%
34 23.292 3429 3435 3442 rBV2 661333 1733815 12.96%  1.827%
35 23.868 3526 3533 3543 rVB2 2269104 4563077 34.12%  4.808%

36 24.110 3564 3574 3589 rVB2 2837881 8625757 64.50%  9.089%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 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-BM042722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 94899996
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM034871.D\data.ms
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Abundance TIC: BM034871.D\data.ms
19.922
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16.039

4000000
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Abundance TIC: BM034871.D\data.ms

1le+07

8000000

6000000

21.480
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8270-BM@42722.M Tue May 03 14:12:41 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.681 2.73 ng 486165  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 95
2 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 52
3 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 43
4 Benzaldehyde, -2-ethoxy-5-methoxy 180 C10H1203 039206-04-7 41
5 Benzene, 1-methyl-4-nitro- 137 C7H7NO2 000099-99-0 35

Abundance Scan 2311 (16.681 min): BM034871.D\data.ms (-2306) (-  m/z 137.00 100.00%

137.0
180.1
1.
5000 910
51.0
—— —
] 16.50 17.00
0 2080 255 m/z 124.00  66.40%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #54491: (E)-4-(3- Hydroxyprop 1-en-1-yl)-2-methoxyphen
37.0
180.0
5000 = s
91.0 16.50 17.00
m/z 180.10 63.66%
O T \‘\ ’ \‘\M\ T ’H\ \‘h”\ “‘\‘H\ \H\““\ T N\ ‘ M‘\ \‘H‘\ T M\" \‘\Ml T M TTT “\ TTT ‘ TTTT ’ TTTT ’ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140160180200 220 240 260
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxypheno
137.0
e —
16.50 17.00
5000 ITI/Z 91.05 51.41%
180.0
51 91.0 ‘
0 m,m,uw‘“L\u““wnh‘”‘;m‘,mwH‘uww,w,w_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #54474: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- —— ——
137.0 16.50 17.00
m/z 77.05 38.43%
5000
180.0
91.0 ‘
oM,W,HH‘:”“‘N‘H‘\““!‘wuh‘w‘,HHJM‘,HL“”HH_m‘w,w,ww‘ e —
m/z--> 20 40 60 80 100120140160180200220240260 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Hexadecanoic acid, methyl e... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.980 3.16 ng 562622  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2532 (17.980 min): BM034871.D\data.ms (-2529) (- m/z 74.05 100.00%
7

4.0
5000
e
‘ | 14‘3-1 15 2272 oo 18.00
oL 38Oy LRy 23003 351 s g7 05 70.32%
mlz--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 1
18.00
1430 m/z 43.10 43.03%
‘ n | 1850 227.0 2700
O T \H“\ w‘ \“M\ h“ \“\ ‘\ T “\ \‘ \‘\ “ LI ‘\ ‘ T } T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—
18.00
5000 270.0 ITI/Z 41.10 34.00%
290 | H‘ ‘ 185.0 ‘
ok \“ U ‘u\“\}\ ‘\u“\‘\“ “M‘\‘{ — ‘\ “‘ \‘ N \‘\ T “ Cp
miz--> 50 100 150 200 250 300 350
Abundance #109337: Tridecanoic acid, methyl ester e
74.0 18.00
m/z 55.10 32.42%
h MK/AV
143.0
Ly | 1850 2280
ol by L —
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\

Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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 3 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.204 11.40 ng 2027500  Phenanthrene-d10 17.298
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan 2570 (18.204 min): BM034871.D\data.ms (-2565) (- m/z 43.10 100.00%

43.
5000 1291
213.2 —r ——
‘ 1711 ‘ 256.1 18.00 18.50
om‘: L) ok ‘H 885 sz 730100 99.67%
m/z--> 100 150 200 250 300 350
Abundance #143510.n-Hexadecanok:add
5000 129.0 R LN
18.00 18.50
171.0 213.0 256.0 m/z 60.05 87.19%
0! \\h”\‘u‘\m\‘“\“‘\H“w””“”“‘
m/z--> 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
—= =
18.00 18.50
5000 129.0 m/Z 41.10 84.25%
29.0 171.0
‘ 214.0
0\\“\“ dh”m\m h} “‘h“ ‘\“““\“““““““‘
m/z--> 5 100 150 200 250 300 350
Abundance #126199 Pentadecanoic acid T —
18.00 18.50
m/z 55.10 74.52%
5000 129.0
29.0
‘ 199.0 242.0
NI R 0 N P Y O S
m/z--> 5 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\

Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.469 5.03 ng 893908  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 96
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 70
3 Butan-1-one, 1-(3,4-dimethoxyphe... 208 C12H1603 054419-21-5 53
4 Phenanthrene, 9-methoxy- 208 C15H120 005085-74-5 46
5 4-(4-Fluoro-3-methylphenyl)-1,3-... 208 C10H9FN2S 003830-48-6 45

Abundance Scan 2615 (18.469 min): BM034871.D\data.ms (-2610) (- m/z 208.10 100.00%
208.1

5000

-

18.50
268.1

Abundance #84782: Butan-1-one, 1-(3,4-dimethoxyphenyl)-
165.0 18.50

m/z 180.10  30.29%

0° m/z 165.00 56.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 T
165.0 18.50
1370 m/z 137.00 51.12%
O ‘ TTTT ‘H\ \‘H‘\ “‘\“‘\ \WH“\ }‘T\ ‘ }‘H\ T \w\ T \‘HN‘ \“”\ T ‘H\‘\ T \‘\‘\ ‘ T ‘\ T ‘ TTTT ‘ TTTT ’ TTTT ’ TTT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84448: trans-Sinapaldehyde
208.0
—
18.50
5000 ITI/Z 77 .00 32.36%
137.0165 0
77.
‘ 0 105.0 ‘
o ik “““wJ‘:“w“w“ TN —
m/z--> 20 40 60 80 100 120 140 160 180200220240260280
——

5000

208.0

137.0
41.0 7ﬂ°10 .0

O e ptee bt e et b e
miz--> 20 40 60 80 100120140160 180200220 240260280 18.50

E
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\

Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.M
: 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 5 trans-Sinapyl alcohol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.516 7.09 ng 1259970  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans-Sinapyl alcohol
2 cis-Sinapyl alcohol
3 Syringylacetone

210 C11H1404
210 C11H1404
210 C11H1404

4 4-Chloro-3-methoxy-1H-2-benzopyr... 210
5 Thiophene, 2-isobutyl-5-isopentyl- 210

C10H7C103
C13H22S

Abundance Scan 2623 (18.516 min): BM034871.D\data.ms (-2619) (-

020675-96-1 97
104330-63-4 91
019037-58-2 64
024672-89-7 59
004806-10-4 50

m/z 167.05 100.00%

1671 2101
5000
77.0
121.0 1 T
Tl |
oLk }M ul pbha | 2889 855 m/z 210.10  84.13%
miz--> 50 100 150 200 250 300 350
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 1 i
18.50
770 1510 m/z 154.10 37.43%
39. ‘ ‘ ‘
o) mmm—" \‘n(im \“‘L“\““\‘“ ‘\\}\w‘\m“ MJ\ A
miz--> 50 100 150 200 250 300 350
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
U \
18.50
5000 77.0 m/z 149.00  33.33%
121.0
39.0
o! ‘LWM‘W“ e
m/z--> 50 100 150 200 250 300 350
Abundance #86874: Syringylacetone T !
167.0 18.50
m/z 77.05  29.60%
5000
210.0
43.0 123.0
obrlped b b —_—
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Cyclopentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.063 3.40 ng 603696  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 1-Octadecanol 270 C18H380 000112-92-5 94
4 1-Hexadecanol 242 C16H340 036653-82-4 94

5 Dichloroacetic acid, 4-hexadecyl... 352 C18H34C1202 1000282-98-1 94

Abundance Scan 2716 (19.063 min): BM034871.D\data.ms (-2712) - m/z 55.10 100.00%
1

55
7.1
5000
CCAN
39.1 :
— | “M‘\ L3 182122022650 8269 ./, 43,10  90.89%
miz--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
5000 70 R
19.00
m/z 83.10  80.83%
210.0
O T \h‘\‘ }3!90 T \‘\ ‘ 1 T ‘ T ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #143654: n-Heptadecanol-1
55.0
97.0 —
19.00
5000 m/z 69.10 76.73%
39.0
sd [ L] Ippe moo
m/z--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecanol T
43.0 83.0 19.00
m/z 57.10 76.62%
5000
25.0
LT sss0_z2s0
ob— b b R d by e —
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 8-Octadecenoic acid, methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.157 5.08 ng 903760  Phenanthrene-d1e 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99

Abundance Scan 2732 (19.157 min): BM034871.D\data.ms (-2727) (- m/z 55.10 100.00%

5|:
— —r
37.1 180.2 2222 264.3 19.00 19.50
oL 3021342 m/z 41.10  70.73%
miz--> 50 100 150 200 250 300
Abundance #194407: 8-Octadecenoic acid, methyl ester
55.0
5000 — e
264.0 19.00 19.50
m/z 69.10 63.14%
37.0 180.0 2220 ‘
0 \“\ ‘ “‘ \“‘\ ‘!‘ \‘ T 1‘ T T i \2\3’9\0\ T
m/z--> 150 200 250 300
Abundance #194421 14-Octadecenoic acid, methyl ester

55.0
—_ ——
19.00 19.50
5000 m/z 43.10 55.07%
264.0
38.0 1800 2220 ‘
| ly \“m ﬂ-u\m‘u o I : “‘ ‘2‘99‘0 -
1 0

é

0
miz--> 0 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0 19.00 19.50
m/z 74.05 53.66%
5000
264.0
38.0 180.0 2220 ‘
0 wH e 200 SN
m/z--> 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Methyl stearate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.286 2.95 ng 523956  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87

Abundance Scan 2754 (19 286 min): BM034871.D\data.ms (-2750) (- m/z 74.05 100.00%

74.0
5000
143.0 255.2 ‘19‘00‘ ‘19‘50‘
199 1 : : :
298 3
ol ST AL, ‘ b L ZHE 8410 s 87,05 73.90%
m/z--> 50 100 150 200 250 300 350
Abundance #197276: Methyl stearate
74.0
5000 —— o
19.00 19.50
‘ 143.0 199 0 255.0 298.0 m/Z 43.10 47.11%
O \2\ \q “ ‘“‘ M \‘ T ‘\ \‘ \ T \ T \ L \ ‘\ “\ L L‘ L ‘ T
miz-> 100 150 200 250 300 350
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
P o
19.00 19.50
5000 ITI/Z 41.10 33.03%
143.0 255.0
‘ 199.0 298.0
0\\\\“““‘\\““““\"\"‘\\\\“‘\‘\\\L‘\\\\‘\
miz-> 100 150 200 250 300 350
Abundance #143569: Pentadecanoic acid, methyl ester —— T
74.0 19.00 19.50
m/z 55.10 30.85%
5000
143.0
‘ ‘ ‘ 213.0 256.0
oH‘““M“H“U‘m“‘ TN ¥t BN B e
m/z--> 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 9 Bis(2-ethylhexyl) maleate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.386 2.00 ng 356341  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 53
2 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 38
3 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 38
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 38
5 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 35

Abundance Scan 2771 (19.386 min): BM034871.D\data.ms (-2767) - m/z 57.10 100.00%
57.1

Abundance #128353: Carbonic acid, neopentyl 2-ethylhexyl ester — ‘ :
71.0 19.00 19.50

m/z 100.00 52.06%

117.0
5000
— ——
| ‘ \‘ 167.0212.2 264.1 19,90 19.50
ob WAL LN, 167:02122 2641 385.1 420 ./, 197,06 70.75%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #248542: Bis(2-ethylhexyl) maleate
57.0 11Y.0
5000 = =
19.00 19.50
m/z 71.10 70.08%
LAl | ‘ ‘“ 171.0 2290 297.0
‘\\\\‘1\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #108747: 2-Ethylhexyl hydrogen maleate
57.0
— ——
19.00 19.50
5000 m/z 70.05 52.47%
117.0
0‘\‘\“‘\“\“\ Ma‘luwl“??uc’?‘l?;qwm‘_m_m_m
miz--> 0 50 100 150 200 250 300 350 400
\

5000

.

1w10
ol28a )] [ 1880

= = \ \
m/z--> 0 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 10 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.480 4.86 ng 1398740  Chrysene-d12 21.480
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2787 (19.480 min): BM034871.D\data.ms (-2782) (- m/z 43.05 100.00%

43.0
5000 129.0
3.1
185.1 241.2 ——
i Tyl
ol Al L L B s 73005 90.22%
m/z--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 e
83.0 :
1850 549 o 2000 m/z 60.00  80.49%
0! m}‘\\h“hl w““\‘ ‘L L “ - \‘ “\ ‘\‘ , T
m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0
——
19.50
5000 129.0 m/z 57.10 73.81%
29.
199.0 242.0
0 . “\\hu\u}‘\“\‘dw “‘\‘ “ “ }‘\‘ ‘\‘ . T
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 41.10 73.29%
5000
129.0
29. 185.0 228.0
0 . ““ {ML‘H} “ i \‘m‘\ “\‘ \‘ - “\‘ N B . ‘ .
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05
Operator : CG/JU

Sample : N2602-02

Misc

ALS vial : 4 Sample Multiplier: 1

12-15-SB5-BK-PRISON

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 4,4'-(1-methylethyl...

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
19.733 2.41 ng 692337  Chrysene-di12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 64
3 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 58
4 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H1203 000523-59-1 58
5 (S)-8,8-Dimethyl-2-o0x0-7,8-dihyd... 328 C19H2005 005928-25-6 53

Abundance Scan 2830 (19.733 min): BM034871.D\data.ms (-2825) (-

m/z 213.10 100.00%

218.1
5000
119.0 262.1
65.0 ‘ 165 1 ‘ ‘ 3551 420, 19 50 20 00
Ob gt S ik L 999 24Y m/z 119.00 19.57%
mlz--> 50 100 150 200 250 300 350 400
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000
1950 2000
119.0 m/z 262.1 16.66%
o 850 | 1650
\\\‘\\\\‘\}\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
218.0
]
1950 2000
119.0
. 650 | | 1650 270.0
e R
miz-> 50 100 150 200 250 300 350 400
Abundance #109203: 2H,8H-Benzo[1,2-b:5,4-b'|dipyran-2-one, 8,8-di
218.0 1950 2000
m/z 214.90 15.59%
5000
oL430 920 1570
T TR e R — ‘
m/z--> 50 100 150 200 250 300 350 400 1&50 2000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane

Concentration Rank 2

12-15-SB5-BK-PRISON

R.T. EstConc Area Relative to ISTD R.T.
20.116  12.75 ng 3667500 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 94
3 Hexacosane 366 C26H54 000630-01-3 94
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94

Abundance Scan 2895 (20.116 min): BM034871.D\data.ms (-2886) (-

m/z 57.10 100.00%

57.1
5000
T —
‘ 1692 95 2 20.00 20.50
ol b ‘w‘m S 5252 2811 8514 4150 nyz 43.10  68.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0
5000 T ——
20.00 20.50
m/z 71.10 67.52%
O\\“\““‘\“‘\1"\“\‘\\‘%\6\9\()\‘\\\\‘2\6§\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane
57.0
- —
20.00 20.50
5000 ITI/Z 85.10 48.60%
‘ ‘ H ]11‘3 69.0 2250 296.0
oL MWHN‘JJ“\HH‘um“““““““u““‘
m/z--> 0 100 150 200 250 300 350 400
Abundance #275537: Hexacosane T T
57.0 20.00 20.50
m/z 55.10 24.30%
- «/\/\_/\/w
13.0
0 ‘ \L‘ uh\ 1‘\\ h‘ Ay 17699 225.0 295.0 367.0
A A e S e —— —
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 1-Heneicosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.198 3.84 ng 1104100  Chrysene-di12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3079 (21.198 min): BM034871.D\data.ms (-3075) (- m/z 43.10 100.00%

43.1
)7.1
5000
o
153.1207.0 ’ '
0 ‘H““u‘m“Mﬂ}u‘l“'m S 2650 3319 4291489 n/; 57.10  98.46%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
53.0
5000 111.0 —— =
21.00 21.50
l m/z 55.10 97.27%
O “\“M‘\“““‘%\“{“‘\‘11]-‘193.‘0‘““‘2‘6‘6‘-‘0‘““““““““““‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #244231: 1-Tetracosene
43.0 97,0
e e
21.00 21.50
5000 ITI/Z 83.10 86.47%
ofrbdd om0 e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcohol T —
83.0 21.00 21.50
m/z 69.10 77 .59%
5000
sl
ol L LL] 060 2800 B
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

12-15-SB5-BK-PRISON

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.263 11.90 ng 3424960  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 3090 (21.263 min): BM034871.D\data.ms (-3083) (-
57.1

5000
‘ || LE]Y 2070
obALLLIE L. 2070 2811 3515 42924800549,
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
54.0
5000
ol L2708 1970 2810 394.0
‘\\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

m/z 57.10 100.00%

N

=T T
21.00 21.50
m/z 43.10 67.63%

-

— —
21.00 21.50
m/z 71.10 67.63%

N

Abundance #307033: Octacosane, 2-methyl-
57.0
= =
21.00 21.50
5000 m/z 85.10  48.42%
127.0
oL [T0sm0 0010 350
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T =
57.0 21.00 21.50
m/z 55.10 23.24%
B J\J\/\J\J\
127.0
o ML a0 s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05
Operator : CG/JU

Sample : N2602-02

Misc

ALS vial : 4 Sample Multiplier: 1

12-15-SB5-BK-PRISON

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Z-5-Nonadecene

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
21.333 2.71 ng 778403  Chrysene-di12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 93
2 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 3102 (21.333 min): BM034871.D\data.ms (-3097) (-

m/z 43.10 100.00%

431 97.1
5000
‘ 21.00 2150
‘153-0208.1 : :
266.0 .
ol bbb LAy g 2000 824.93813 503 00 57,10 98.79%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #155962: Z-5-Nonadecene
55.0
5000 1.0 = ==
21.00 21.50
266.0 m/z 55.10 96.25%
L asso
O TTT ‘\‘\”\\‘J\l\‘\‘\‘”\‘\\\‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #249113: 1-Docosanol, methyl ether
83.0
— —
21.00 21.50
5000 m/z 97.10 82.33%
29.
189.0 308.0
o5 Casmospozese
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1 “ 7
57.0 21.00 21.50
m/z 83.10 82.18%
111.0
5000
0167'0222'0308'0 — e
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

12-15-SB5-BK-PRISON

BM@42722 .M

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 16 26-Nor-5-cholesten-3.beta.-...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.945 5.30 ng 1525740  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 99
2 Cholesterol 386 C27H460 000057-88-5 89
3 Lathosterol 386 C27H460 000080-99-9 86
4 Cholesterol 3.beta.-0-[2-chloroe... 448 C29H49Cl0 001972-30-1 43
5 Cholesta-3,5-diene 368 C27H44 000747-90-0 41

Abundance Scan 3206 (21.945 min): BM034871.D\data.ms (-3201) (-

105.1
5000 159.1213.2 2751
o) - ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
5000
105.0
‘ H H 9. 0213 0 5750 386.0
O \\\\“H‘\‘LH‘\U\“‘\th\m\“M\M\U\J \\I\‘\“‘\\‘\\\gS\\\\q\L‘\‘\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292874: Cholesterol
43.0
105.0 386.0
5000
0t ” w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292875: Lathosterol
43.0 386.0
255.0
105.0
5000
0 l‘ h HI “ ‘ 329.
TT T \ =T T WTY_Y_Y_Y—TY_Y_Y_Y—TY*
m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Octadecane

Concentration Rank 5

12-15-SB5-BK-PRISON

R.T. EstConc Area Relative to ISTD R.T.
22.221 8.81 ng 2534460  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94

Abundance Scan 3253 (22.221 min): BM034871.D\data.ms (-3246) (-

m/z 57.10 100.00%

57.1
5000
— —
‘ Jﬂ 169.2 22 5 ‘ 22.00 22.50
obdd | ‘u [1169222522801337.43935 504. ;0 7119 68.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane
57.0
5000 B —
22.00 22.50
m/z 43.10 65.52%
J ‘ |1|1|3 10 169.0 254.0
O \\‘\‘\\‘\‘\’!\\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
— —
22.00 22.50
5000 m/z 85.10 49.89%
113.0 239.0
obrk 1 L1 A020 T 29403520
R mEa R R e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl- — T
57.0 22.00 22.50
m/z 55.10  24.83%
- /J\JW
113.0
O o T - T B R
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Heptadecane, 9-octyl-

Concentration Rank 6

12-15-SB5-BK-PRISON

R.T. EstConc Area Relative to ISTD R.T.
23.292 7.60 ng 1733820  Perylene-di12 23.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3435 (23.292 min): BM034871.D\data.ms (-3429) (-

m/z 57.10 100.00%

57.1
5000
—— —
| } i \ﬂ 169.1225.2281 1 2300 2359
ol L]y 269:122522811337.3 4031 4773 849 /0 71 10 68.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 B —
23.00 23.50
m/z 43.10 65.88%
239.0
O\ “\\\\J[‘l\d\d\\]‘.G\\g!?[W\\![\12!9\6‘10\:\3\5‘2\\()\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
— —
23.00 23.50
5000 m/z 85.10 49.72%
281.0
ol } ! u (12202110 | 337.0394.0
A A A A e A A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl- — 1
43.0 23.00 23.50
m/z 55.10 24.03%
5000 W\/\—/\\M
9.0 210.0
ol T eerosso
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

12-15-SB5-BK-PRISON

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 .gamma.-Sitosterol

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
24.110  37.81 ng 8625760  Perylene-d12 23.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 94
3 Campesterol 400 C28H480 000474-62-4 49
4 Stigmasta-3,5-diene 396 C29H48 004970-37-0 43
5 Ergost-7-en-3-0l, (3.beta.)- 400 C28H480 026047-31-4 38

Abundance Scan 3574 (24.110 min): BM034871.D\data.ms (-3564) (-

43.1
5000 107.1
0 o ‘J MW“\.L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0
5000
414.0
’ 213.0 303.0
O‘HJ‘ lMHLMWHMMM\ﬂLJL‘ H)»M‘H“H‘_“w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310596: .beta.-Sitosterol
43.0
5000
107.0 414.0
‘ H ‘ 213 0 0
0 - HIHH‘\ ““Nm "Hw\”‘ ﬂ\l Hu U\ b, A “ d\ b l . ‘\ ‘M‘ “\‘ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #302694: Campesterol
43.0
5000 105.0
400.0
H 213.0 289.0
0 = “ ”\L H\ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50222\
Data File : BM@34871.D

Acqg On : 02 May 2022 14:05

Operator : CG/JU

Sample : N2602-02 :
Misc : 12-15-SB5-BK-PRISON

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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|
(E)-4-(3-Hydrox... 16.681 2.7 ng 486165 4 17.298 3555710 20.0
Hexadecanoic ac... 17.980 3.2 ng 562622 4 17.298 3555710 20.0
n-Hexadecanoic ... 18.204 11.4 ng 2027500 4 17.298 3555710 20.0
3,5-Dimethoxy-4... 18.469 5.0 ng 893908 4 17.298 3555710 20.0
trans-Sinapyl a... 18.516 7.1 ng 1259970 4 17.298 3555710 20.0
Cyclopentadecane 19.063 3.4 ng 603696 4 17.298 3555710 20.0
8-Octadecenoic ... 19.157 5.1 ng 903760 4 17.298 3555710 20.0
Methyl stearate 19.286 3.0 ng 523956 4 17.298 3555710 20.0
Bis(2-ethylhexy... 19.386 2.0 ng 356341 4 17.298 3555710 20.0
Octadecanoic acid 19.480 4.9 ng 1398740 5 21.480 5754180 20.0
Phenol, 4,4'-(1... 19.733 2.4 ng 692337 5 21.480 5754180 20.0
Nonadecane 20.116 12.8 ng 3667500 5 21.480 5754180 20.0
1-Heneicosanol 21.198 3.8 ng 1104100 5 21.480 5754180 20.0
Octacosane 21.263 11.9 ng 3424960 5 21.480 5754180 20.0
Z-5-Nonadecene 21.333 2.7 ng 778403 5 21.480 5754180 20.0
26-Nor-5-choles... 21.945 5.3 ng 1525740 5 21.480 5754180 20.0
Octadecane 22.221 8.8 ng 2534460 5 21.480 5754180 20.0
Heptadecane, 9-... 23.292 7.6 ng 1733820 6 23.868 4563080 20.0
.gamma.-Sitosterol 24.110 37.8 ng 8625760 6 23.868 4563080 20.0
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