LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG102119.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

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

3.173 9 14 25 rvB 82988 131355 6.04% 0.869%
5.112 338 344 355 rBV2 78826 126170 5.80% 0.835%
rBv 370761 659139 30.30% 4_.361%
7.192 689 698 722 rBV 385372 792620 36.44% 5.244%
7.551 752 759 769 rBV 420288 756330 34.77% 5.004%
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8.009 828 837 847 rBV 122630 219812 10.11% 1.454%
8.332 883 892 902 rBV 311399 573367 26.36% 3.794%
rBv 200144 435644 20.03% 2.882%
10.817 1304 1315 1326 rBV 139628 293314 13.48% 1.941%
13.262 1724 1731 1743 rBV 673714 1151218 52.92% 7.617%
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11 14.090 1866 1872 1887 rBV2 67776 132938 6.11% 0.880%
12 14.636 1957 1965 1977 rBV 283475 489413 22.50% 3.238%
13 16.129 2211 2219 2240 rBV 692170 1191383 54.77% 7.883%
14 17.386 2426 2433 2448 rBV 374178 658460 30.27% 4_.357%
15 17.504 2448 2453 2459 rVB7 13167 23106 1.06% 0.153%

16 18.044 2539 2545 2555 rBV 290258 379057 17.43% 2.508%
17 18.273 2579 2584 2594 rBV3 61110 119029 5.47% 0.788%
18 19.184 2733 2739 2741 rBV 744194 969556 44 .57% 6.415%
19 19.213 2741 2744 2757 rVV2 1275526 1644441 75.60% 10.880%
20 19.343 2760 2766 2770 rBV2 127010 156073 7.18% 1.033%

21 19.437 2778 2782 2789 rBV2 29192 48239 2.22% 0.319%
22 19.801 2840 2844 2852 rVB 27971 52807 2.43% 0.349%
23 19.995 2871 2877 2891 rBV 1598584 2175199 100.00% 14.392%
24 20.436 2948 2952 2955 rBV6 26932 38843 1.79% 0.257%

25 21.293 3094 3098 3106 rBv4 89750 163915 7.54% 1.085%
26 21.652 3153 3159 3169 rBvV 449137 797008 36.64% 5.273%
27 24.854 3695 3704 3715 rVB2 331484 935606 43.01% 6.190%

Sum of corrected areas: 15114042
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LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\

Data Path :

Data File : BG043492.D

Aca On : 4 Nov 2019 22:19
Operator : JU

Sample - K5676-01

Misc :

ALS Vial : 14

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

C:\Database\NIST11.L

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG043492.D
1500000
1000000
500000
559 7.19 7.55
8.33
9.17
B.17 5.11 8.01 10.82
oM T e e e e e o e T e e e e e e e T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043492.D
19,99
1500000
19.21
1000000
19]18
13.26 16.13
21.65
500000
17.39
14.64 18.04
3 20.44 e
. 14.09 750 18.27 .4419.8 .
L o o e L B o e o o B e e B L B e o
Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG043492.D
1500000
1000000
500000 24.85
O I o o o L L o L e e O B B i
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

3.17 11.95 ng 131355 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 16
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 13 (3.168 min): BG043492.D (-9) (-) m/z 73.10 100.00%
3
5000
43 55 87 J :
‘ 007 3.20 3.30 3.40 3.50 3.60
O 1 N — A Y < P (B T oy £
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRAE AU R IR IR A
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.05 32.04%
”"IJL'H”"I”'“I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 31.73%
29 ‘
....,.w..\,\.‘..\lw,..‘H‘.,....g?..l%%,.l.z.g.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1877: Acetamide, N-ethyl- P
30 3.20 3.30 3.40 3.50 3.60
m/z 39.05 10.85%
5000 43 87
15 72
'"W'M"$"??“"|'“'|"“l"'w""w"'l“"l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

5.11 11.48 ng 126170 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 344 (5.112 min): BG043492.D (-338) (-) m/z 43.10 100.00%
43
59
5000
101 VPSS | N—
l 83 - 480 5.00 520 5.40
-ttt m/z 59.10 72.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 25.64%
15 101
2 83
m/z--> 20 Jo eb 80 160 120 140 160 180 200 220 240 260
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0,
5000 101 m/z 58.10 14 .64%
28 59
84
14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12814: Dimethadione
8 480 5.00 520 5.40
m/z 41.10 12.08%
5000
129
15 99 86 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.55 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.55 68.82 ng 756330 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 759 (7.551 min): BG043492.D (-752) (-) m/z 131.95 100.00%
132
5000 68 j\\
40 ‘ 75 % ‘ 720 7.40 7.60 7.80
54 ¢ 104
T PO 1 = S | m/z 68.10 41.40%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

7.20 7.40 7.60 7.80

78 m/z 134.10 33.87%
138 44
S i ST P NN | S| M
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
T T
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 29.48%
41 53 97
79 117
salll | enil] P ee | 103110 | 120
e e e T e e e T e T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-

132 7.20 7.40 7.60 7.80
m/z 96.10 18.19%

5000
57 69 6
89 7103 ‘
MH [ ‘ 63 ‘ 1 | 9\7 [l 115

m/z--> 30 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Pentadecanoic acid, 14-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.04 11.51 ng 379057 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 97
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 2544 (18.038 min): BG043492.D (-2539) (-) m/z 74.10 100.00%

7

5000

17.80 18.00 18.20 18.40
m/z 87.10 79.68%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester

5000

17.80 18.00 18.20 18.40
m/z 43.10 38.69%

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

Abundance #119400: Hexadecanoic acid, methyl ester
74
17.80 18.00 18.20 18.40
5000 m/z 55.10 33.97%
43
‘ u‘ 143 297
01 185 210
?*?J.a‘,.L’.i.k,\;A.t..\,l..r.n;..*.\; A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84485: Tridecanoic acid, methyl ester
74 17.80 18.00 18.20 18.40
m/z 41.10 28.39%
5000{ 43
|l gor P 185 50
L B I o e e o o B o O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.27 3.62 ng 119029 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Tridecanoic acid 214 C13H2602 000638-53-9 50
Abundance Scan 2583 (18.268 min): BG043492.D (-2579) (-) m/z 73.10 100.00%
73
5000
7 129 213
011° | 143157171 192 034 256 18.00 18.20 18.40 18.60
m/z 60.10 77 .64%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/z 57.10 70.55%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid
60 73
18.00 18.20 18.40 18.60
5000 129 m/z 43.05 68.25%
115 157
“ T7 101 ‘ 143 ‘ 171 200
“‘:‘l‘: h‘luu‘uu||‘||‘i‘||||‘|||‘||:|I-|8|5||l|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 18.00 18.20 18.40 18.60
43 m/z 41.10 59.76%
5000 129
185 228
01115 | 143..5171
--|--- |‘-‘-- ‘”“ ‘m H‘ T |‘--:-L-57---- -‘--1-99--2:-[-3--‘--|----|-- L I B B B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 9,12-Octadecadienoic acid, ... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

19.18 29.45 ng 969556 Phenanthrene-d10 17.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 2738 (19.178 min): BG043492.D (-2733) (-) m/z 67.05 100.00%

67

81

5000

-

109

18.80 19.00 19.20 19.40
m/z 81.05 80.20%

1501641781 92206220 245 263 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
6|7

41 81

—

5000

18.I80 19.IOO 19.I20 19.40
m/z 55.10  64.90%

223
80 100 120 140 160 180 200 220 240 260 280

m/z--> 20 40 60

—

Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67
81 A
18.80 19.00 19.20 19.40
5000 m/z 95.05 57 .50%
109 294
135150164196 > 9205y, 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- REEEE s e
4 67 18.80 19.00 19.20 19.40
81 m/z 41.10 49 .98%
5000

109

iZEEE::=_

135149164178

I I I
18.80 19.00 19.20 19.40

40 60 80 100 120 140 160 180 200 220 240 260 280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.21 49.95 ng 1644440 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 97
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 97
4 6-0Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 95
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 94
Abundance Scan 2743 (19.208 min): BG043492.D (-2741) (-) m/z 55.10 100.00%

5000

L

18:80 19.00 19,20 19.40 19.60
m/z 41.10 60.77%

m/z--> 50 100 150 200 250 300 350
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

74

5000 97 e T
29 18.80 19,00 19,20 19.40 19.60

123 m/z 69.10 58.95Y%
152 180 _ 222 264

| 199 245 ) 296
A Ay
m/z--> 50 100 150 200 250 300 350
Abundance #141291: 11-Octadecenoic acid, methyl ester
5

18 80 19. 00 19. 20 19. 40 19.60

5000 4 g7 m/z 74.10 52.81%
123 264
29 152 180 222
bl P00 o | 28
m/z--> 50 100 150 200 250 300 350
Abundance #141286: 13-Octadecenoic acid, methyl ester B e . R

18:80 19.00 19.20 19.40 19.60
m/z 83.10 49.16%

5000
29 264
123143 ]_80199 222 206

m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.34 4.74 ng 156073 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 89
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 83
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 72
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 72
Abundance Scan 2766 (19.343 min): BG043492.D (-2760) (-) m/z 74.05 100.00%
!
5000 43 fA\
ﬁﬁ 1566'15256'1546'1556" '
Obrrprr ey m/z 87.10 86.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74
5000 43 R ---- RN AR B
19.00 19.20 19.40 19.60
o 143 199 255 208 m/z 43.10 37.49%
| || ||| Sl 115 | 171 I | 227 | 70 |.
m/z--> 20 Jo 65 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74
19.00 19.20 19.40 19.60
5000 m/z 55.10 32.87%
28 43
143 255 298
101 199
ol s | 10 r o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methyl ester S Ema A R
74 19.00 19.20 19.40 19.60
m/z 41.10 24 .18%
5000
43 143
o7 | 8 e | 1711 2 228 20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19. 00 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043492.D

Aca On : 4 Nov 2019 22:19

Operator :© JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 E-14-Hexadecenal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.29 4.11 ng 163915 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 91
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 89
3 1-Docosene 308 C22H44 001599-67-3 87
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 76
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
Abundance Scan 3097 (21.288 min): BG043492.D (-3094) (-) m/z 57.15 100.00%
57
97
5000
12 21,00 21.20 21.40 21.60
1621g4 212 251594 294 : : : :
— 2050 338 01 “nw/z 43.10  90.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92510: E-14-Hexadecenal
48
83
5000 LI B BRI BN B
11 mmmmmmmm
m/z 55.10 81.95%
4 | | \ |140 168180210 238
m/z--> 50 160 1éo 260 250 360 3%0 460
Abundance #127769: 5-Eicosene, (E)-
55
83 21,00 21.20 21.40 21.60
5000 m/z 97.15 72.93%
29 111
1’} LI l 1139 167 196 223 252 280
m/z--> éo 160 1éo 260 2éo 360 3%0 400
Abundance #151538: 1-Docosene e L T o T I
55 mmmmmmmm
m/z 83.05 57.08%
97
5000
29
‘ L st
Lt 1 J | 153 181 308
m/z--> 50 1m 1% 200 2% 3& 3% 4m mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110419\
Data File : BG043492.D

Acq On : 4 Nov 2019 22:19

Operator : JU

Sample : K5676-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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]
Butane, 2-methoxy... 3.17 11.9 ng 131355 1 8.01 219812 20.0
2-Pentanone, 4-hy... 5.11 11.5 ng 126170 1 8.01 219812 20.0
unknown7 .55 7.55 68.8 ng 756330 1 8.01 219812 20.0
Pentadecanoic aci... 18.04 11.5 ng 379057 4 17.39 658460 20.0
n-Hexadecanoic acid 18.27 3.6 ng 119029 4 17.39 658460 20.0
9,12-Octadecadien... 19.18 29.4 ng 969556 4 17.39 658460 20.0
9-Octadecenoic ac... 19.21 50.0 ng 1644440 4 17.39 658460 20.0
Methyl stearate 19.34 4.7 ng 156073 4 17.39 658460 20.0
E-14-Hexadecenal 21.29 4.1 ng 163915 5 21.65 797008 20.0
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