LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS Vvial : 12 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-BM043021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29715.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.193 386 392 403 rBV 346599 510871 6.96% 1.679%
2 6.775 655 661 677 rBvV 299320 514180 7.00% 1.690%
3 7.593 792 800 809 rBV 235776 379990 5.17% 1.249%
4 8.751 990 997 1013 rBV 182150 332022 4.52% 1.091%
5 10.375 1266 1273 1290 rVB 282778 484076  6.59% 1.591%

6 12.857 1689 1695 1707 rBV 644835 936463 12.75% 3
7 14.245 1923 1931 1939 rBV 466998 699090 9.52% 2
8 15.733 2178 2184 2196 rBV 478753 705498  9.61%  2.319%
9 16.986 2392 2397 2402 rBV 560511 815601 11.11% 2
10 17.033 2402 2405 2411 rVB 59574 82520 1.12% o

11 17.674 2508 2514 2525 rBV 2092368 2442835 33.26% 8.029%
12 17.904 2548 2553 2563 rBV2 243706 368790 5.02% 1.212%
13 18.827 2704 2710 2712 rBV 6009366 7343879 100.00% 24.137%
14 18.857 2712 2715 2725 rVB2 5733973 7140584 97.23% 23.469%
15 18.986 2733 2737 2742 rBV 1016912 1191875 16.23% 3.917%

16 19.057 2742 2749 2759 rBV2 213655 596808 8.13% 1.962%
17 19.186 2767 2771 2786 rVB2 150550 247286 3.37% ©0.813%
18 19.410 2805 2809 2820 rVB 163308 273787 3.73%  ©.900%
19 19.621 2840 2845 2851 rBV 1277622 1601578 21.81% 5.264%
20 19.980 2902 2906 2909 rBV2 71018 92421 1.26% ©0.304%
21 20.086 2918 2924 2927 rBV2 85403 124478 1.69% ©.409%
22 20.127 2927 2931 2937 rVV3 133027 250618 3.41% 0.824%
23 20.186 2937 2941 2949 rVV3 138409 242115 3.30% 0.796%
24 20.251 2949 2952 2957 rVV3 55693 76973 1.05% ©.253%
25 20.392 2973 2976 2982 rVB3 83565 113831 1.55% ©.374%
26 20.704 3025 3029 3034 rVB5 43296 73832 1.01% 0.243%
27 20.904 3059 3063 3068 rBv4 150191 223316 3.04% ©.734%
28 21.033 3082 3085 3088 rBv2 76255 84174 1.15% 0.277%
29 21.174 3103 3109 3113 rBV 894360 1251439 17.04% 4.113%
30 21.209 3113 3115 3123 rVB 108835 136850 1.86% ©.450%

31 23.350 3473 3479 3486 rBV2 620566 1087931 14.81% 3.576%

Sum of corrected areas: 30425711
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029715.D\data.ms
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Abundance TIC: BM029715.D\data.ms
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Abundance TIC: BM029715.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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.
17.674 59.90 ng 2442840  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 2514 (17.674 min): BM029715.D\data.ms (-2508) (- m/z 74.10 100.00%
74.1

5000
43.0
143.1 227.2 T ]
‘ ‘“ Il 185.2 270.3 17.50 18.00
Obyrrathe b bbb AT i bbb e m/z 87.160 73.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 P ——
43.0 17.50 18.00
143.0 m/z 43.05 31.02%
0 ‘u \“ L\ ‘ {1 \115 O\ 17?' 0\199 0227.0 279 0
m/z--> 2’0 4b 6‘0 8‘0 160 1&0 14‘10 16‘0 1é0 260 2&0 24‘10 ZéO ZéO
Abundance #95860: Methyl tetradecanoate
74.0
17f50 18f00
5000 ITI/Z 41.05 26.63%
43.0

L o Eoeio00 20
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester —e =
74.0 17.50 18.00
m/z 55.05 25.82%

o

5000, 43.0

‘ “ M‘M\\ 1()14?0 185.0 227.0 270.0

o‘M‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W‘HW‘M‘_‘HMuH‘H e e
miz--> 20 40 60 80 100120140 160180200220 240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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.
17.004  9.0ang 368790  Phenanthrene-die 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Tridecanoic acid
3 Tetradecanoic acid
4 Pentadecanoic acid

214 C13H2602
228 C14H2802
242 C15H3002

5 Undecanoic acid
Abundance Scan 2553 (
43.1

5000

o

186 C11H2202

17.904 min): BM029715.D\data.ms (-2548) (-

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance
60.0

5000

O,

#107549: n-Hexadecanoic acid

129.0

1510185021&0 256.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0
171.0
H 214.0
AT 00 O I

m/z--> 20 40 60 80 100120140160180200220240260280

000638-53-9 93
000544-63-8 90
001002-84-2 74
000112-37-8 74

m/z 73.00 100.00%

18

1800
m/z 60.05 75.21%

A4

1800
m/z 43.10 71.56%

i

18.00
m/z 41.05 66.77%

o

Abundance #84453: Tetradecanoic acid
73.0 18.00
43.0 m/z 55.10 63.01%
5000
129.0
185.0 228.0
0 “ \“\ u‘u‘ H“ HM‘ ?H M‘\ mi ‘15\7 9\ ‘ | =

m/z--> 20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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.
18.827 180.09 ng 7343880 Phenanthrene-di10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
Abundance Scan 2710 (18.827 min): BM029715.D\data.ms (-2704) - m/z 67.05 100.00%
67.0
5000
09.1
- —
‘ 150.0 263.3 18.50 19.00
220.2
0l “‘ ““”!‘u‘“‘u”‘u b 2202 L1995 7 1.1 88.19%
mlz--> 50 100 150 200 250 300 350
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 — ——
18.50 19.00
09.0 m/z 95.05 60.42%
ot
miz--> 50 100 150 200 250 300 350
Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
— —
18.50 19.00
5000 m/z 55.10 56.40%
28 o 294.0
150.0 '
oLl \“ \‘\‘ \1\‘ it ‘2‘29"0‘ ‘ b ) SR
miz--> 50 100 150 200 250 300 350
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate — ==
67.0 18.50 19.00
m/z 41.10 49.38%
5000
09.0 294.0
150.0
gLy, 2200
L T e e TSI EGSLN BN RN — s
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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.
18.857 175.10 ng 7140580 Phenanthrene-d10 16.986
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 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 2715 (18.857 min): BM029715.D\data.ms (-2712) - m/z 55.10 100.00%

553.1
5000
— =
H 18.50 19.00
ol— H““w m/z 69.10 75.51%
miz--> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
53.0
5000 8.0 T U
18.50 19.00
23.0 m/z 41.10 72.00%
‘ ‘ WA ‘ 180.0 222.0 264.02
02‘5“0“\“ | il \‘ H\H\\H‘MH\‘\\ ull ks ‘1 e 1“ T ‘H‘ . ‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
53.0
— I
18.50 19.00
5000 m/z 74.10 69.45%
264.0
‘ ‘ ‘ 180.0 222.0 296.0
o“\‘ ‘“\“ ’
m/z--> 50 100 150 200 250 300
Abundance #141288: 16-Octadecenoic acid, methyl ester - L
55.0 18.50 19.00
m/z 83.10 61.25%
5000 87.0
264.0
Ll ze, 0 220 | e
ok H‘ “u‘ ‘ M Ju ‘\\Hn‘ \H\‘u bt b - ;L‘ : “‘ = ‘ — s
mlz--> 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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.
18.986  29.23 ng 1191880 Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 83

Abundance Scan 2737 (18.986 min): BM029715.D\data.ms (-2733) - m/z 74.10 100.00%
1

74.
5000
143.1 Nu -
{ h ‘ ‘ 199.2 25‘5'3 208.3 19.00
oL 38O L L T AL s 87,05 76.94%
miz--> 50 100 150 200 250 300
Abundance #143131: Methyl stearate
74.0
5000 1
143.0 255.0 298.0 19.00 .
‘ 199.0 m/z 43.10 35.32%
0 ‘z‘gw‘q\ ‘M\‘ \L\ ‘w‘u\‘\‘\‘\ L ‘{ 4 [ ‘i NN ‘\‘ ‘J‘ — “ ——r
miz--> 50 100 150 200 250 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
=
19.00
5000 m/z 55.10 26.70%
28.0
143.0 255.0 298.0
Ll [, e T
miz-> 50 100 150 200 250 300
Abundance #107596: Pentadecanoic acid, methyl ester =
74.0 19.00
m/z 41.10 25.42%
5000
29.
ﬂ h 1430 2130 256.0
0 1Ll \‘\“\MH‘\‘\ P |

=
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@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.186 3.95 ng 247286 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2771 (19.186 min): BM029715.D\data.ms (-2767) (- m/z 73.10 100.00%
1

73.
5000
T —
19.00 19.50
ol m/z 43.10 89.00%
miz--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43.0
5000 1290 U ——
53.0 284.0 19.00 19.50
185.0 5410 20T m/z 60.60  78.21%
0! H}M‘CM w“‘ ‘ I ‘L “\‘ “ . \‘ “\ ‘\‘ . ‘\‘ e
miz--> 50 100 150 200 250 300
Abundance #39474: n-Decanoic acid
73.0
= o~
129.0 19.00 19.50
5000 m/z 41.05 74.60%
I 720
0Ll gl L
miz--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid = —
73.0 19.00 19.50
m/z 57.10 68.81%
5000
129.0
29. 185.0 228.0
O . ““ {M‘\‘H} “ ‘ \‘\u“ “\‘ \‘ — \‘ L e MR ) ‘ - ¢ T ;
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 2-(4-Hydroxybutyl)cyclohexanol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.127 4.01 ng 250618 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-Hydroxybutyl)cyclohexanol 172 C10H2002 1000185-44-6 70
2 Isopropyl linoleate 322 C21H3802 022882-95-7 38
3 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 38
4 1,2-Dioctylcyclopropene 264 C19H36 001089-40-3 38
5 But-2-ynoic acid, 1,7,7-trimethy... 220 C14H2002 091404-80-7 38

Abundance Scan 2931 (20.127 min): BM029715.D\data.ms (-2927) - m/z 55.10 100.00%

5]:
5000 M
2000 2050
ol “\\L‘ 25008921 355 ., 81.10  85.41%
mlz--> 50 100 150 200 250 300 350
Abundance #39548: 2-(4-Hydroxybutyl)cyclohexano
67.0
5000 e —
136.0 20.00 20.50
m/z 67.10 71.89%
O T \‘\‘ \ T f \‘L‘\ ‘\‘ ‘\7\3\0\ LI ‘ LI ‘ T T T ‘ T
m/z--> O 100 150 200 250 300 350
Abundance #162975: Isopropyl linoleate
e e
20.00 20.50
5000 m/z 68.05  64.66%
29.0 09.0 279.0
ol \ uh\ h‘h i o %?5? 237.0 | ‘1 8220
miz--> 50 100 150 200 250 300 350
Abundance #44125: Bicyclo[10.1.0]tridec-1-ene — ——
67.0 20.00 20.50
m/z 99.10 64.03%
5000
27.0 07.0
HHINES
o‘”‘““H ‘HMMumw””_”w””_ ki —
mlz--> 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46

Operator : CG/JU

Sample : M2190-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
: 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 unknown20.186 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.186 3.87 ng 242115 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual

Thiazolidine, 2-(2-furyl)- 155 C7HSONOS 051859-60-0 43

2-Amino-3-hydroxy-5-nitropyridine 155 C5H5N303

1,2-Cyclohexanedicarboxylic acid... 434 C20H25C1304

1
2
3 4-Amino-furazan-3-carboxylic aci... 248 C11H12N403
4
5

Fumaric acid, isobutyl 2-methyla... 226 C12H1804

1000289-29-0 38
1000275-80-2 35
1000339-81-1 35
1000330-54-3 35

Abundance Scan 2941 (20.186 min): BM029715.D\data.ms (-2937) (-  m/z 155.05 100.00%

155.1
5000 67.1
109.1
ol =
20.00 20.50
207.1 .
0. ““1“\“‘;“0““‘ - “ 2800 885 7 67.10  47.35%
mlz--> 50 100 150 200 250 300 350
Abundance #28016: Thiazolidine, 2-(2-furyl)-
155.0
5000 — —
810 20.00 20.50
400 ¥ m/z 81.85 36.70%
07_7_“‘“““ }‘HM“‘ HM\‘ ‘!‘ ‘\ ‘H‘ ‘}“ \‘H\ T ‘ ‘\ LI ‘ T T T T ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #27890: 2-Amino-3-hydroxy-5-nitropyridine
155.0
—r —
54.0 20.00 20.50
5000 m/z 68.10  33.38%
109.0
Ll
miz-> 50 100 150 200 250 300 350
Abundance #100109: 4-Amino-furazan-3-carboxylic acid (2-phenoxy- e —r
155.0 20.00 20.50
m/z 55.10 31.34%
5000
94.0 248.0
o Bl bl AT S
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 9 E-15-Heptadecenal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.904 3.57 ng 223316 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 97
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Tricosene 322 C23H46 018835-32-0 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91

Abundance Scan 3063 (20.904 min): BM029715.D\data.ms (-3059) (- m/z 57.05 100.00%

57.0
5000 111
226.1
—r
21.00
oL AL “M ‘h b ‘Mm“‘ I 2821 3410 4010 . 931 o4.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104157: E-15-Heptadecenal
43.0
7.0
5000 L
21.00
‘ m/z 43.10 94.03%
O\\ “ “\\“‘ “%5‘4\\0\\2(‘)§\0\2\5‘2\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
—r
21.00
5000 m/z 69.10  91.50%
11.0
169.0 238.0
oL AL M i T
miz-> 50 100 150 200 250 300 350 400
Abundance #163016: 1-Tricosene T
57.0 21.00
m/z 55.10 84.60%
5000
11.0
322.0
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29715.D

Acqg On : 29 Apr 2021 18:46
Operator : CG/JU

Sample : M2190-01 2X

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@43021.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... 17.674 59.9 ng 2442840 4 16.986 815601 20.0
n-Hexadecanoic ... 17.904 9.0 ng 368790 4 16.986 815601 20.0
9,12-Octadecadi... 18.827 180.1 ng 7343880 4 16.986 815601 20.0
9-Octadecenoic ... 18.857 175.1 ng 7140580 4 16.986 815601 20.0
Methyl stearate 18.986 29.2 ng 1191880 4 16.986 815601 20.0
Octadecanoic acid 19.186 4.0 ng 247286 5 21.174 1251440 20.0
2-(4-Hydroxybut... 20.127 4.0 ng 250618 5 21.174 1251440 20.0
unknown20.186 20.186 3.9 ng 242115 5 21.174 1251440 20.0
E-15-Heptadecenal 20.904 3.6 ng 223316 5 21.174 1251440 20.0
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