LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\

Data File : BG045896.D

Aca On : 30 Jun 2020 22:47 Instrument :

Operator : CG/JU (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : 1.2806-01 AU-06-062620

ALS Vial : 16 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-BG061520.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
1 5.498 402 410 427 rBV 918746 1684457 42.44% 7.922%
2 7.119 677 686 708 rBY 1033590 1919287 48.35% 9.026%
3 7.894 812 818 827 rBV 206093 356839 8.99% 1.678%
4 8.217 865 873 882 rBV 885745 1546301 38.96% 7.272%
5 9.057 1007 1016 1035 rBV 667935 1245523 31.38% 5.858%

10.702 1288 1296 1307 rBV 270333 501826 12.64% 2.360%
13.170 1708 1716 1725 rBV 1905855 2972758 74.90% 13.981%
88889 131099 3.30% 0.617%
14.544 1944 1950 1957 rBV 440665 708597 17.85% 3.332%
16.048 2199 2206 2223 rBV 1049213 1787577 45.04% 8.407%
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11 17.299 2412 2419 2430 rBV 535434 827700 20.85% 3.893%
12 17.969 2528 2533 2538 rVB2 83820 115923 2.92% 0.545%
13 18.962 2698 2702 2707 rVB 48467 63344 1.60% 0.298%
14 19.109 2722 2727 2730 rBV 554740 688329 17.34% 3.237%
15 19.144 2730 2733 2742 rVB2 456270 603707 15.21% 2.839%

16 19.273 2750 2755 2762 rBV2 93645 123851 3.12% 0.582%
17 19.919 2859 2865 2871 rBV 3009230 3969193 100.00% 18.667%
18 21.212 3081 3085 3097 rBvV 197264 311944 7.86% 1.467%
19 21.558 3138 3144 3151 rBV 477462 794523 20.02% 3.737%
20 24.672 3665 3674 3688 rVB 303715 910541 22.94% 4.282%

Sum of corrected areas: 21263319
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG063020\

Data File : BG045896.D

Aca On : 30 Jun 2020 22:47

Operator : CG/JU

ﬁ?ggle i L2806-01 AU-06-062620
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance
3000000

TIC: BG045896.D
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TIC: BG045896.D

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG063020\

Data File : BG045896.D

Aca On : 30 Jun 2020 22:47

Operator : CG/JU

ﬁ?ggle i L2806-01 AU-06-062620
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 2 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.97 2.80 ng 115923 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 72
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 72
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 72
Abundance Scan 2533 (17.969 min): BG045896.D (-2528) (-) m/z 74.05 100.00%
!
5000
T8 | o weooCmmsionnn®og 20 | e TEmimm
0 ,....,....“, e s 2 D | m/z 87.05  71.85%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
74
5000 L RSN UL BRI UL
43 17.60 17.80 18.00 18.20
7 143 m/z 43.05 22 .75%
o T {?1115129 | 157171185199213227 947 270
s 3 6 8 05 130 10 150 1o 3% 335 346 30 2
Abundance
74
17.60 17.80 18.00 18.:20
5000 43 m/z 55.05 22 .34%
29 57

97 111 1291%3157171185100213227941 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72721: Undecanoic acid, 10-methyl-, methy! ester N e

74 17.60 17.80 18.00 18.20

m/z 41.05 20.32%
5000
143 171
97 129 ‘ 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG063020\

Data File : BG045896.D

Aca On : 30 Jun 2020 22:47

Operator : CG/JU

ﬁ?ggle i L2806-01 AU-06-062620
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 3 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.11 16.63 ng 688329 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 98
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 95
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 94
4 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 90
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 90
Abundance Scan 2727 (19.109 min): BG045896.D (-2722) (-) m/z 67.05 100.00%

67
95
5000 41

123 150 18 80 19. 00 19. 20 19. 40
178196 220 243262 204
o! b 002296 T 2437 o SH 390 "m/z 81.05  82.41%
m/z--> 50 100 150 200 250 300 350
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

5000 95 T T
18:80 19.00 19.20 19.40

m/z 55.05 54 _.11%

1123 149 479 262 294
0 RS LA N I S L SN
m/z--> 50 100 150 200 250 300 350
Abundance
67

_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—[
4 95 18.80 19.00 19.20 19.40
5000 m/z 95.05 52.85%
123 294
o 120 178195 220 545263
i L e e L S e
m/z--> 50 100 150 200 250 300 350
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
6 18.80 19.00 19.20 19.40

m/z 79.05 47 .15%

41 95
5000
294
A tl m I, ln L1Br06 220 245 m

m/z--> 50 100 150 200 250 300 350 18 80 109. OO 19. 20 19.40

)
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG063020\

Data File : BG045896.D

Aca On : 30 Jun 2020 22:47

Operator : CG/JU

ﬁ?ggle i L2806-01 AU-06-062620
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 4 6-Octadecenoic acid, methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.14 14.59 ng 603707 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99

Abundance Scan 2732 (19.138 min): BG045896.D (-2730) (-) m/z 55.05 100.00%

5000

:

18.80 19.00 19.20 19.40
m/z 69.05  78.74%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester

:

18.I80 19.IOO 19.I20 19.I4O
m/z 74.05 75.88%

5000

04

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
69 RN UGN LN BN
a3 18.80 19.00 19.20 19.40
5000 o8 m/z 83.05 62.26%
123
187152 180 ;222,55 264,50 996

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- A e E i et
18.80 19.00 19.20 19.40
m/z 41.05 55.05%

:

5000

:

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG063020\

Data File : BG045896.D

Aca On : 30 Jun 2020 22:47

Operator : CG/JU

ﬁ?ggle i L2806-01 AU-06-062620
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 5 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.27 2.99 ng 123851 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 93
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
4 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 2754 (19.267 min): BG045896.D (-2750) (-) m/z 74.05 100.00%
!
5000 43 ﬁﬂ\
13 255 10,00 19.20 19.40 19.60
199 - - - -
ol 161179 199 219 281299 341 77 87 0B 25 560
m/z--> 50 100 150 200 250 300
Abundance #143130: Methyl stearate
74
5000 SRR ISR SR B
43 19.00 19.20 19.40 19.60
143 m/z 43.05 38.82%
97
o e, | am 199 o %2 2P
50

m/z--> 100 150 200 250 300
Abundance
74
R R e AR
19.00 19.20 19.40 19.60
5000 m/z 55.05 22.57%
28
55 143 55 298
0 101 405 171 199 297
— e e
m/z--> 50 100 150 200 250 300
Abundance #107595: Pentadecanoic acid, methy! ester A T T T
74 19.00 19.20 19.40 19.60
m/z 41.05 20.51%
5000
18 43 101 143 256
b bl d s | e T 1 ]
m/z--> 50 100 150 200 250 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG063020\

Data File : BG045896.D

Aca On : 30 Jun 2020 22:47

Operator : CG/JU

ﬁ?ggle i L2806-01 AU-06-062620
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 6 Trifluoroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.21 7.85 ng 311944 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
2 Cvclotetradecane 196 C14H28 000295-17-0 90
3 1-Hexadecanol 242 C16H340 036653-82-4 87
4 1-Heptacosanol 396 C27H560 002004-39-9 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
Abundance Scan 3085 (21.212 min): BG045896.D (-3081) (-) m/z 69.05 100.00%
43 o
5000
e 20.80 21.00 21.20 21.40 21.60
163 235 280 : - - - -
ol ALy b il 190, 200 200303326 358 400 430 | /7 83.05  98.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
a7
83
5000 LIS AR SN BRI B
20.80 21.00 21.20 21.40 21.60
m/z 55.05 90.33%
o 140 182 210 255 306
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
83 20.80 21.00 21.20 21.40 21.60
5000 m/z 57.05 89.69%
29 111
. 139 168 1%
mz-> 50 100 150 200 250 300 350 400
Abundance #95980: 1-Hexadecanol AR RS
55 20.80 21.00 21.20 21.40 21.60
83 m/z 97.05 88.27%
5000
31 111
L TLLLELL 2 0 2
m/z--> 50 100 150 200 250 300 350 400 20,80 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG063020\

Data File : BG045896.D

Acq On : 30 Jun 2020 22:47

Operator : CG/JU

3?22'6 i 1.2806-01 AU-06-062620
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520._M
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 acid... 17.97 2.8 ng 115923 4 17.30 827700 20.0
9,12-Octadecadien... 19.11 16.6 ng 688329 4 17.30 827700 20.0
6-Octadecenoic ac... 19.14 14.6 ng 603707 4 17.30 827700 20.0
Methyl stearate 19.27 3.0 ng 123851 4 17.30 827700 20.0
Trifluoroacetic a... 21.21 7.8 ng 311944 5 21.55 794523 20.0
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