LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55682.D

Acqg On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc :

ALS Vvial : 17 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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55682.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1 5.785 417 425 434 rBV 373832 640269 1 0
2 7.401 691 700 709 rBV 379571 680213 1 0
3 13.500 1731 1738 1749 rVB 644138 993118 1.99%  0.846%
4 14.874 1964 1972 1978 rVB 400538 637917 1.28% ©
5 16.355 2219 2224 2232 rVB 488037 737959 1.48% ©

6 17.618 2433 2439 2443 rBV 463584 756305  1.52%

7 17.659 2443 2446 2452 rVB 362367 508645 1.02% 0.433%
8

9

[
o)
A
B
R

18.270 2542 2550 2555 rBV 9849934 17405330 34.95% 14.825%
18.523 2582 2593 2604 rBV2 1991869 3967060  7.97%  3.379%
10 19.446 2734 2750 2751 rBV4 12017663 49800656 100.00% 42.417%

11 19.563 2765 2770 2774 rVB 8589879 11549837 23.19% 9.837%
12 19.639 2775 2783 2785 rBV 4813798 9765785 19.61% 8.318%
13 19.663 2785 2787 2796 rVV2 4390089 6470391 12.99% 5.511%
14 19.757 2800 2803 2810 rVB 559601 710752 1.43% ©0.605%
15 20.033 2841 2850 2858 rVB 926716 2195054 4.41% 1.870%
16 20.215 2877 2881 2886 rVB 1107850 1461928 2.94%  1.245%
17 20.521 2925 2933 2941 rVB2 936103 1886868 3.79% 1.607%
18 20.627 2947 2951 2955 rBV2 998380 1246446 2.50% 1.062%
19 20.879 2988 2994 3001 rVB4 269533 634537 1.27% ©.540%
20 21.290 3058 3064 3070 rVB4 467806 953760 1.92% 0.812%
21 21.684 3126 3131 3137 rVB 915453 1274720 2.56% 1.086%
22 21.907 3163 3169 3176 rBV2 775192 2063624 4.14% 1.758%

23 21.972 3177 3186 3193 rVB 584406 1066506 2.14%  ©.908%

Sum of corrected areas: 117407680
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055682.D\data.ms
1.2e+07

1le+07
8000000
6000000
4000000

2000000
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055682.D\data.ms

19.446
1.2e+07

1e+07 18.270

19.563
8000000
6000000

1R&%

4000000

18.523

#33286
w0 g o || e e
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055682.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.270 460.27 ng 17405300  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 93
3 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 81
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 81
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 2550 (18.270 min): BG055682.D\data.ms (-2542) (- | m/z 74.05 100.00%
74.0
5000 43.1
143.0 227.2 U 1
| M H‘ 1111 ‘ 1851 9701 18.00 18.50
ob—— ! \““ falpmr b L L L b b m/z 87.85  76.91%
m/z--> 100 150 200 250
Abundance #161212:Hexadecanmcacm,meﬂwleaer
74.0
5000 —— ——
43.0 18.00 18.50
143.0 m/z 43.10 46.60%
O ‘ d‘ ‘M \ ]TO‘ ‘ L \18\50\ 22\79 27(\)0
T T T T ‘ T T T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #109337: Tridecanoic acid, methyl ester
74.0
T
1800 1850
5000 43.0 m/z 55.05 40.64%
143.0
L | 180 2280
oHH_ww,um‘,Hm‘_u”_‘”
miz--> 100 150 200 250
Abundance #92127:Dodecanok:add,nuﬂhyleﬁer ‘
74.0 1800 1850
m/z 41.05 37.59%
5000
43.0 1430 o0
bkl [ P0mee
m/z--> 100 150 200 250 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.523 104.91 ng 3967060  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CAS# 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 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 2593 (18.523 min): BG055682.D\data.ms (-2582) (-~ m/z 43.10 100.00%

5000
129.0
3.1 213.1
T T
‘ 1711 ‘ 256.1 18.50
(- Al ol 4 ‘ L i 12901327, ps 73 00 95.45%
miz-> 100 15 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000
129.0 18 50
213.0 m/z 60.00 94.65%
‘ 171.0 ‘ ‘
0! u‘\HwM}H‘M‘L‘ ‘L “‘u\‘ ‘\‘h‘ el
10

m/z--> 0 150 200 250 300
Abundance #92063: Tridecanoic acid

3.0

73
\
1850
5000 129.0 m/z 57.05 79.44%
29. 171.0
m ‘ ‘ 214.0
ol bl b T
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid

73.0 18 50
m/z 55.00 77.83%

129.0
199.0 2420
w\h” ‘\H H\ ‘ 63‘ ‘\ | ‘

m/z--> 50 100 150 200 250 300 18 50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.446 1316.95 ng 49800700  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 2750 (19.446 min): BG055682.D\data.ms (-2734) (- | m/z 67.05 100.00%
67.0
5000
09.1
—
‘ 263.1 19.50
220 2 294.3
0! 37 M‘uhh\ n”h Hh \“H‘l‘\87\]} - : L i m/z 81.05 99.02%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 T
19.50
290 09.0 m/z 55.05 72.52%
294.0
ol ‘\u‘ Ll Huh I Huu‘ m ‘m‘ 2230 2630770
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
——
19.50
5000 m/z 41.05 64.65%
09.0 294.0
o LLLL \\ L amozeg 290 |
m/z--> 50 200 250
Abundance #191920: 9,12—Octadecad|en0|c acid (Z,2)-, methyl ester 7
67.0 19.50
m/z 95.10 63.28%
5000
09.0
‘ 263. 029
- M I MM H‘m 1 “‘Hu‘ m “\‘1‘3‘1‘0 2200 07 1 oy
m/z--> 50 100 150 200 250 19.50

8270-BG111622.M Fri Nov 18 15:25:56 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10

Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Methyl stearate Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
19.563 305.43 ng 11549800  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 87

Abundance Scan 2770 (19 563 min): BG055682.D\data.ms (-2765) (- |« m/z 74.05 100.00%
74.0
5000
143.0 255.2 . T
199 1 19‘50 ‘
37001 |l )L |, 2981 04 '
oS8 A wll Al b m SR MR S S m/z 87.05  77.04%
m/z--> 50 100 150 200 250 300 350
Abundance #197275: Methyl stearate
74.0
5000 — :
19.50
143.0 m/z 43.05 50.50%
| ‘ 199.0 255.0 298.0
O\\\\‘\\“‘“‘M\‘\‘\\\\\\‘\\\\“\‘\\\“\\\\‘\
miz—-> 100 150 200 250 300 350
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
R [
19.50
5000 m/z 55.05 40.69%
28.0
143.0 255.0 298.0
‘ 199.0 ‘ ‘
ol m_w Moo by b
m/z--> 100 150 200 250 300 350
Abundance #126207: Methyl tetradecanoate T ‘
74.0 19.50
m/z 41.05 34.81%
5000
143.0
9 L, o
o‘m“m“wm‘w_m‘JHJWH_HW —
m/z--> 50 100 150 200 250 300 350 19.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
BGO55682.D

: 18 Nov 2022 2:10
: CG/JU
: N5638-01 2X

: 17  Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Octadecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
19.757 18.80 ng 710752  Phenanthrene-di0 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2803 (19.757 min): BG055682.D\data.ms (-2800) (-

3

m/z 43.10 100.00%

5000 129.0
35.0 185.1 2412
‘ h ‘ ‘ 284.1 19.50 2000
oL— H‘u\ ) ‘u“‘h M\‘h‘\ ‘\‘\‘ | il “H‘\‘\‘ I ‘\‘ : ‘L‘ - ‘?’5‘6‘;‘ - m/z 73.00 93.27%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0

5000 T —=
1290 19.50 20.00
m/z 60.00 86.95%
29.C ‘ 185.0 47 9284.0
O\\“\‘ w‘ﬂ‘\\““w‘\\hh\“‘\HH‘H\H“‘H‘“HH‘HH
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
I

m/z--> 5 100 150 200 250 300 350

Abundance #126199: Pentadecanoic acid
3.0 19.50 20.00

m/z 55.00  72.44%

o

5000 129.0

199. 0242 0

0 Al -
m/z--> 5 100 150 200 250 300 350 19.50 20.00

256.0
T T T
19.50 20.00
5000 m/z 57.05 83.27%
1290
213.0
‘ 171.0
o] Il ‘“whh“\ HM‘\H‘\ ‘\\“‘ ‘ “u\‘ A - “‘ R e e

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 11-Eicosenoic acid, methyl ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.521 18.29 ng 1886870  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 98
2 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 70
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 66
4 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 55
5 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 55
Abundance Scan 2933 (20.521 min): BG055682.D\data.ms (-2925) (- | m/z 55.00 100.00%
55.0
216.0
5000
292.1 2050 |
0 A ‘L‘ 4 J“' *"wmlw h“ ool 3460 417.14702 ) 516 06 76.84%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #229554: 11-Eicosenoic acid, methyl ester
41.0
5000 7.0 U
20.50
202.0 m/z 215.05 64.69%
| H “‘15 2.0 208.0
O‘\\\‘hf‘f“f"“\U\‘H.\”l\‘m\‘\\\\\\\}\\\\“\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #229559: cis-13-Eicosenoic acid, methyl ester
55.0
U \
20.50
5000 2920 m/z 41.00 56.65%
10
Wl
ob 4] w M‘wu YN U T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94565: Pyrene, 1-methyl- T
216.0 20.50
m/z 69.05 52.71%
5000
95.0
AT 1 I -
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50
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Data Path :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\

Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS vial : 1

Quant Method :

Quant Title

TIC Library

7 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Heptadecanoic acid, methyl ... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
20.627 12.08 ng 1246450  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93

2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 91
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 2951 (20.627 min): BG055682.D\data.ms (-2947) (- | m/z 74.00 100.00%
74.0
- J
143.0 ] ——
I l 9712831 20.50 21.00
ol w‘ Wh‘\{uuk"Hm\w‘HMHm_ﬁs"??““‘?p‘?w m/z 87.00  75.74%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
5000 VA —r—
20.50 21.00
m/z 43.10 50.53%
I}, | 1990 2840
O‘\\\\‘\\\\ﬂ\‘l“\\l\\‘\\\‘\“\\\\l‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #232223:Meﬂwl184nemymonadecanoam
74.0
e o
20.50 21.00
5000 ITI/Z 55.00 35.86%
143.0 326.0
ol20 WM‘\‘m_‘?‘5‘5‘9\“H‘wwwww
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #214951:Nonadecanok:add,nuﬂhylemer —— —
74.0 20.50 21.00
m/z 41.00 29.41%
5000
143.0
312.0
5. ”; | 19905850
ors ‘H‘\‘U\JuuH_m\wm_l‘Wm_m_m_mw — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Data Path : zZ

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\

Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 9-Octadecenamide Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
20.879 6.15 ng 634537  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenamide 281 C18H35NO 003322-62-1 80
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Palmitoleamide 253 C16H31NO 106010-22-4 72
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 60
5 Octadecanamide 283 C18H37NO 000124-26-5 58

Abundance Scan 2994 (20.879 min): BG055682.D\data.ms (-2988) (- | m/z 59.00 100.00%
59.0
o AMM
— —
| 1120 234.1 2050 21.00
ol .M,Uﬁq i 3929, b 2202 37804291 498. 1y, 72,00 62.91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #174772: 9-Octadecenamide
59.0
5000 = =
20.50 21.00
m/z 55.00 43.28%
| ‘ 11220 2200 2810
04 \\“ MH\M ‘lﬂwhhw‘\‘i”\”\‘”“\ fr T T (L B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142059: Hexadecanamide
59.0
— ——
20.50 21.00
5000 m/z 41.00 35.68%
oL ||, 1401700 2550
A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #139496: Palmitoleamide “ —
59.0 20.50 21.00
m/z 43.10  29.95%
5000
‘ 126.0 2530
ol kil o020 A e
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 11H-Benzo[a]fluoren-11-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.291 9.24 ng 953760  Chrysene-di12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H1e0 000479-79-8 91
2 4-Pyrenecarbaldehyde 230 C17H1e0 022245-51-8 49
3 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 45
4 o-Terphenyl 230 C18H14 000084-15-1 38
5 m-Terphenyl 230 C18H14 000092-06-8 35
Abundance Scan 3064 (21.290 min): BG055682.D\data.ms (-3058) (- | m/z 230.00 100.00%
230.0
81.0
5000 151.1
2100 2150
308.2 ‘ . .
0 H‘““n‘“ bk “ At L 3752 4454 512 p; 81,00 56.91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 —r —
21.00 21.50
101.0 m/z 151.05 46.05%
w0 || 1ad |
\\\‘\\1\‘1\\\‘\\\\‘1\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111815: 4-Pyrenecarbaldehyde
230.0
—— —
21.00 21.50
5000 ITI/Z 95.00 43.12%
100.0
29 0 ” 174
O e bl el b
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111823: 7H-Benz[de]anthracen-7-one T —
230.0 21.00 21.50
m/z 55.00  32.50%
h M
0,390 1010 4749
A T B e AR —— —
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_G\Data\BG111722\
Data File : BG@55682.D

Acq On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Docosanoic acid, methyl ester  Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.684 12.35 ng 1274720  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
4 Methyl stearate 298 C19H3802 000112-61-8 87
5 Octadecanoic acid, 10-methyl-, m... 312 C20H4002 002490-19-9 83

Abundance Scan 3131 (21.684 min): BG055682.D\data.ms (-3126) (- | m/z 74.00 100.00%
74.0
5000
143.1 . — —
199.1 255.2 111 21.50 22.00
0 Mg b T 13990 4582 gg 60 78 60%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264182: Docosanoic acid, methyl ester
74.0
5000 — e
354.0 21.50 22.00
143.0 m/z 43.05 52.11%
‘ H |1, | 19902550
O \\“l\‘!11‘“\”\1\‘\\‘\\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 100 150 200 250 300 350 400 450
Abundance #214954:Nonadecanok:add,nnﬁhyleﬁer
74.0
e o
21.50 22.00
5000 m/z 55.00 36.87%
312.0
L
2| 11,150 2o
O ettt b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264191: Methyl 20-methyl-heneicosanoate —— —
74.0 21.50 22.00
m/z 57.10 32.84%
5000
143.0 354.0
“ 199.0 255.0 ‘
I 1878 W O U AN E—
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55682.D

Acqg On : 18 Nov 2022 2:10
Operator : CG/JU

Sample : N5638-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
Hexadecanoic ac... 18.270 460.3 ng 17405300 4 17.618 756305 20.0
n-Hexadecanoic ... 18.523 104.9 ng 3967060 4 17.618 756305 20.0
9,12-Octadecadi... 19.446 1317.0 ng 49800700 4 17.618 756305 20.0
Methyl stearate 19.563 305.4 ng 11549800 4 17.618 756305 20.0
Octadecanoic acid 19.757 18.8 ng 710752 4 17.618 756305 20.0
11-Eicosenoic a... 20.521 18.3 ng 1886870 5 21.925 2063620 20.0
Heptadecanoic a... 20.627 12.1 ng 1246450 5 21.925 2063620 20.0
9-Octadecenamide 20.879 6.2 ng 634537 5 21.925 2063620 20.0
11H-Benzo[a]flu... 21.291 9.2 ng 953760 5 21.925 2063620 20.0
Docosanoic acid... 21.684 12.4 ng 1274720 5 21.925 2063620 20.0
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