LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS Vvial : 18 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-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29062.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.246 378 384 396 rBB 179972 269467 2.78% 1.063%
2 6.869 654 660 675 rBB 176480 278389 2.87% 1.098%
3 8.845 989 996 1007 rBB 112236 180851 1.86% 0.713%
4 10.463 1266 1271 1277 rVB 63879 98410 1.01% ©.388%
5 12.951 1688 1694 1701 rBV 255968 356269 3.67% 1.406%

6 14.339 1924 1930 1936 rVB2 86446 124216 1
7 15.839 2180 2185 2191 rVB 194299 257917 2
8 17.086 2392 2397 2401 rBV 96880 132840 1.37%
9 17.762 2505 2512 2516 rBV 1887596 2197890 22.
10 17.992 2538 2551 2560 rBV2 177006 293079 3

R 0®Rr®
Ul
N
PN
R

11 18.927 2698 2710 2712 rBV 4929792 9707812 100.00% 38.299%
12 18.962 2712 2716 2724 rVB2 5347676 8700549 89.62% 34.325%

13 19.068 2729 2734 2740 rVB 880523 1051851 10.84% 4.150%
14 19.151 2745 2748 2755 rVB2 211736 329443 3.39% 1.300%
15 19.509 2806 2809 2819 rVB 107053 167916 1.73% ©0.662%
16 19.715 2840 2844 2849 rVB 355798 452985 4.67% 1.787%
17 20.162 2916 2920 2925 rBV2 108857 127642 1.31% ©.504%
18 20.762 3018 3022 3030 rBV5 56962 100089 1.03% ©.395%
19 20.980 3055 3059 3068 rVB3 86728 133296 1.37% 0.526%
20 21.262 3101 3107 3111 rBV2 147641 266724  2.75% 1.052%
21 23.427 3472 3475 3480 rVB2 78936 119820 1.23% 0.473%

Sum of corrected areas: 25347455
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Mar 2021 00:58
: CG/JU
: M1597-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
BM029062.D

AU-06-030821

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BM029062.D\data.ms

5.246 6.869 8.845 10.463

A ~
L L L B B Ly ) L L ) B L L B

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM029062.D\data.ms

15457

17.762

19.068

19.715
15
12.951 14.339 15.839 17.086 17.992 1219509 " 20.162

0
Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

o

Time-->

A
L L L L S B L L B B B A A

12.00 12,50 13.00 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
TIC: BM029062.D\data.ms

@%.262 23.427

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.762 330.91 ng 2197890 Phenanthrene-d10 17.086
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 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 92
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 2512 (17.762 min): BM029062.D\data.ms (-2505) (-  m/z 74.10 100.00%
74.1
5000
41.0
i 1750  18.00
— MM‘ ) sdoexy | L1 2193 sp6 0 Te740  75.41%
miz--> 50 100 150 200 250 300
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
17.50 18.00
410 143.0 m/z 43.05 41.96%
‘ ¥ 185.0 227.0 270.0
Ot \H“\W“\“M\h“ i ‘\ I L “ T T f—r— T
miz-> 50 100 150 200 250 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—= —
17.50 18.00
5000 m/z 55.05 33.44%
41.0
143.0
oL L1090 ss50 270 200
miz--> 50 100 150 200 250 300
Abundance #84485: Tridecanoic acid, methyl ester — ‘ Qk‘
74.0 17.50 18.00
m/z 41.05 33.37%
5000 41.0
143.0
L | 1850 2280
L e —— ——
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.992 44.13 ng 293079  Phenanthrene-die 17.086
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 94
3 n-Decanoic acid 172 C10H2002 000334-48-5 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2551 (17.992 min): BM029062.D\data.ms (-2538) (-  m/z 43.05 100.00%

5000
129.1
3.0 213.1 A
‘ 171.1 ‘ 256.1 18.00
ol il LU L [0 7078260 0 4116 87.09%

mi/z--> 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid

5000 129.0 ‘ /‘\ ‘
18.00
1710 213.0 256.0 m/z 73.00 86.73%
oL— ‘M‘ ‘M‘hp‘ﬂ‘\ ul \ “ ‘ . \[ “\ - “\‘ T
m/z--> 100 150 200 250 300
Abundance #72643: Tridecanoic acid
73.0

18 00
5000 129.0 ITI/Z 60.00 82.96%
29. 171.0
‘ H‘ ‘ 214.0
0 ‘ H‘ hH\‘\HM‘\‘ ‘\“““““““““
m/z--> 100 150 200 250 300
Abundance #39474: n-Decanoic acid ! /\‘
73.0 18 00
m/z 55.05 74.97%
129.0
5000
L 20
OHH‘“‘MM”“‘ “HM“HH‘HH“H I
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.927 1461.58 ng 9707810 Phenanthrene-di10 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 2710 (18.927 min): BM029062.D\data.ms (-2698) (- m/z 67.05 100.00%
0

67.
5000
09.1
—r=
‘ 150.1 263.3 19.00
220.2 '
ol ““““‘““““NH‘M L a2891°502 18021 /7 81.10  87.03%
miz--> 50 100 150 200 250 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 IR
19.00
29. 09.0 m/z 55.10  66.08%
150.0
294.0
ol b 2280 T
miz--> 50 100 150 200 250 300
Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester
7.0
—
19.00
5000 m/Z 95.10 60.53%
09.0 294.0
29. ‘
150.0
ol l,.).1185:02200 2590 |
miz--> 50 100 150 200 250 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester e
67.0 19.00
m/z 41.05 54.10%
5000
29 e 294.0
150.0 :
oLL. \“ L\“ | 118502200 | | U
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.962 1309.93 ng 8700550 Phenanthrene-d10 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 2716 (18.962 min): BM029062.D\data.ms (-2712) (-  m/z 55.10 100.00%

55.1
5000
2223 264.3 I
‘ 37 1 180 2 H 19.00
oL— UH “ M i MHHMHH\ ol H‘M T u - ‘2?6‘3 m/z 69.10 68.59%
miz--> 15 200 250 300
Abundance #141302. 9-Octadecen0|c acid (2)-, methyl ester
55.0
5000 T
19.00
230 m/z 74.10 63.79%
‘ ‘ ‘ 180.0 222.0 264.02
02‘5“0“ ! “ H‘ \‘ H\H\\H‘MH\‘\\ ull ks ‘1 e 1“ — ‘H‘ , ‘9\6‘0
miz--> 50 150 200 250 300
Abundance #141283. 15—Octadecenoic acid, methyl ester
55.0
—r
19.00
5000 m/z 41.10 63.71%
264.0
‘ ] 1800 2220 2960
O““ ‘m“ :
miz--> 50 100 150 200 250 300
Abundance #141288: 16-Octadecenoic acid, methyl ester —
55.0 19.00
m/z 83.10 57.68%
5000 87.0
264.0
L e, s =20 T g
ok H‘ “u‘ ‘ bl ‘\\Hn‘ \H\‘u TS - ;L . “‘ — —A
mlz--> 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.068 158.36 ng 1051850 Phenanthrene-d10 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89

Abundance Scan 2734 (19.068 min): BM029062.D\data.ms (-2729) (- m/z 74.00 100.00%

74.0 '
5000 431
143.1 2552 T T
AL M‘\\%lllw ‘ 1 |, 298 1900 .
0b— ‘p gl b b L T m/z 87.80 75.50%
miz--> 100 150 200 250 300
Abundance #143131: Methyl stearate
74.0
5000 — :
143.0 255.0 298.( 19.00
43.0 199.0 m/z 43.10 51.11%
0 ““FT\“\?\ \\‘\‘\‘i\\\\ ‘\“\\\“\
miz--> 100 150 200 250 300
Abundance #119408:Hexadecanok:add,nnﬁhylemer
74.0
T \
19.00
5000 ITI/Z 55.10 37.16%
43.0
143.0
‘ “‘\‘ 1110 | 1850 2270 2700
o R 1 1t e N A
miz--> 50 100 150 200 250 300
Abundance #107593: Pentadecanoic acid, methyl ester — ‘
74.0 19.00
m/z 41.10 36.04%
5000
43.0
‘ 143.0
213.0 256.0
ol ‘ ‘J‘M Lo, ‘ 1820 | il
mlz--> 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Hexadecanoic acid, 15-methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.162 9.57 ng 127642 Chrysene-d12 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 96
2 Methyl stearate 298 C19H3802 000112-61-8 94
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 83

Abundance Scan 2920 (20.162 min): BM029062.D\data.ms (-2916) (-  m/z 74.00 100.00%

74.0
5000
143.1 216.1 o831 P == =
. ) 20.00 20.50
ol “:‘w““%ﬁ?? ‘; ““ 179, w“‘ SR 20wz se.e5  77.32%
miz--> 50 100 150 200 250 300
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 T T T T T T
20.00 20.50
284.0 m/z 43.10 56.58%
q 143.0 185.0 241.0 ‘
O+ \ T ‘ \ ‘\‘ ““lTp?\()‘\ \“”\ T \‘\ “ T \“ ‘”\ I T
miz--> 100 150 200 250 300
Abundance #143130: Methyl stearate
74.0
P P
20.00 20.50
5000 m/z 55.05  40.69%
‘ 143.0
199.0 255.0 298.0
oL a0l || (a0, | 1990 2502080
miz--> 50 100 150 200 250 300
Abundance #143185: Heptadecanoic acid, 16-methyl-, methyl ester P ——
74.0 20.00 20.50
m/z 41.10 36.13%
- M\)M
143.0 298.0
255.0
oisebbiigme | mo 20 L
mlz--> 100 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown20.762 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.762 7.51 ng 100089 Chrysene-d12 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentenoic acid, 3,4,4-trimethy... 170 C10H1802 091140-23-7 35
2 Methyl-3,4-0-furylidene.beta.l-a... 242 C11H1406 053547-58-3 35
3 2-Thiopheneacetic acid, isopropy... 184 C9H1202S 068100-13-0 22
4 3-Butene-1,2-diol, 1-(2-furanyl)... 168 C9H1203 021141-71-9 20
5 2-Thiopheneacetic acid, 4-methyl... 226 C12H1802S 1000278-95-6 18

Abundance Scan 3022 (20.762 min): BM029062.D\data.ms (-3018) (-  m/z 97.00 100.00%

43.1 97.0
169.1
5000
223.1
P e
20.50 21.00
0 m/z 43.10 97.64%
miz--> 50 100 150 200 250 300 350
Abundance #38107: 2-Pentenoic acid, 3,4,4-trimethyl-, ethyl ester
97.0
155.0
5000 — e
410 20.50 21.00
m/z 169.10  72.80%
O' \‘M‘H}H T h\ T ‘ ‘\ !‘ T ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #95221: Methyl-3,4-O-furylidene.beta.l-arabinopyranoside
97.0
P e
20.50 21.00
5000 m/z 155.00  65.93%
57.
ob il 13380 1810 2420
miz-> 50 100 150 200 250 300 350
Abundance #49255: 2-Thiopheneacetic acid, isopropyl ester T —
97.0 20.50 21.00
m/z 55.10 65.20%
B M\Aﬂ/\j\”
184.0
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.980 10.00 ng 133296 Chrysene-d12 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
4 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91

Abundance Scan 3059 (20.980 min): BM029062.D\data.ms (-3055) (-  m/z 57.10 100.00%
57.1

7.1
5000
—r
2 0 21.00
39.1 :
— M A ﬂ“‘ R (1820 | 28403301 /2 a3.10  98.62%
miz--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000 T
21.00
‘ m/z 55.10 89.30%
Olél\d\“\ “‘\T\‘H‘\‘H‘ HJ& T‘\\8\]-\0‘\\\\‘\\\\3‘08\\0\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
—r
21.00
5000 ITI/Z 83.10 62.88%
169.0 238.0
0283-0 ijwh
Miz--> 50 150 200 250 300 350
Abundance #209361: Eicosyl trifluoroacetate —
57.0 970 21.00
£ m/z 41.10  59.20%
- JMMMMJ\‘
““““‘ “““‘““““““““““‘ ——
m/z--> 50 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29062.D

Acqg On : 10 Mar 2021 00:58

Operator : CG/JU

Sample : M1597-01

Misc . AU-06-030821

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 17.762 330.9 ng 2197890 4 17.086 132840 20.0
n-Hexadecanoic ... 17.992 44.1 ng 293079 4 17.086 132840 20.0
9,12-Octadecadi... 18.927 1461.6 ng 9707810 4 17.086 132840 20.0
9-Octadecenoic ... 18.962 1309.9 ng 8700550 4 17.086 132840 20.0
Methyl stearate 19.068 158.4 ng 1051850 4 17.086 132840 20.0
Hexadecanoic ac... 20.162 9.6 ng 127642 5 21.262 266724 20.0
unknown20.762 20.762 7.5 ng 100089 5 21.262 266724 20.0
1-Docosene 20.980 10.0 ng 133296 5 21.262 266724 20.0
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