LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118976.D
Aca On : 20 Feb 2020 23:38 Instrument :
Operator : CG/JU E?Afs el

- _ lentosampleld :
3?22Ie - H1576-02 FD-SB-1010203-0-8
ALS Vial : 12 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 F\METHODS\8270-BF022020.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 5.387 557 561 578 rBVY 3010415 2941116 74.94% 9.647%
2 6.398 729 733 747 rBVY 2904923 2928235 74.61% 9.604%
3 6.757 791 794 798 rBVY 1196148 1033297 26.33% 3.389%
4 6.916 817 821 824 rBVY 3166257 2685483 68.43% 8.808%
5 7.322 885 890 893 rBVY 2105942 1930778 49.20% 6.333%
6 8.039 1008 1012 1015 rBV 1562439 1315723 33.53% 4.315%
7 9.116 1190 1195 1198 rBV 4462332 3924533 100.00% 12.872%
8 9.504 1258 1261 1269 rVB 148200 140358 3.58% 0.460%
9 9.704 1289 1295 1298 rBV 27146 45989 1.17% 0.151%
10 9.792 1305 1310 1313 rBvY 1589756 1478157 37.66% 4.848%

11 10.574 1439 1443 1447 rBV 2436783 2172206 55.35% 7.125%
12 11.269 1557 1561 1564 rBV 1412876 1307497 33.32% 4.288%
13 11.292 1564 1565 1568 rVV 215501 148734 3.79% 0.488%
14 11.345 1568 1574 1577 rVB2 56083 70272 1.79% 0.230%
15 11.504 1596 1601 1606 rBV2 25773 46454 1.18% 0.152%

16 11.669 1623 1629 1632 rBV 181244 152235 3.88% 0.499%
17 11.804 1649 1652 1658 rBV 191688 200486 5.11% 0.658%
18 11.886 1662 1666 1668 rBV 38912 44646 1.14% 0.146%
19 12.351 1742 1745 1747 rBV 777274 672013 17.12% 2.204%
20 12.374 1747 1749 1752 rVB 694932 563405 14.36% 1.848%

21 12.457 1760 1763 1765 rBV 80671 81347 2.07% 0.267%
22 12.480 1765 1767 1770 rVvVv 249733 255797 6.52% 0.839%
23 12.510 1770 1772 1780 rVB6 86710 124310 3.17% 0.408%
24 12.580 1782 1784 1788 rBV3 42586 49553 1.26% 0.163%
25 12.710 1802 1806 1809 rVB 178355 167067 4.26% 0.548%

26 12.851 1826 1830 1834 rBV 3252592 3025556 77.09% 9.924%
27 13.333 1909 1912 1918 rVB 341911 324843 8.28% 1.065%
28 13.751 1980 1983 1994 rVB3 193543 277992 7.08% 0.912%
29 13.904 2005 2009 2012 rBV 1117258 1116570 28.45% 3.662%
30 13.927 2012 2013 2017 rVB 75987 62482 1.59% 0.205%

31 15.333 2248 2252 2260 rVB 895727 1201450 30.61% 3.941%

Sum of corrected areas: 30488584
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118976.D

Aca On : 20 Feb 2020 23:38

Operator : CG/JU

ﬁ?ggle i L1576-02 FD-SB-1010203-0-8
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF118976.D
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Abundance TIC: BF118976.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118976.D

Aca On : 20 Feb 2020 23:38

Operator : CG/JU

Sample : L1576-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Library :
TIC Integration Parameters:

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 7
R.T. EstConc Area Relative to ISTD R.T.

1167 2.3 ng 152235  Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 81
4 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 72

5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 72
Abundance Scan 1629 (11.669 min): BF118976.D (-1623) (-) m/z 74.00 100.00%
)
87
5000
(I T o oo O B Gttt
115 157 213 | 241 : : : :
el ST | AT A8 | A 20wz 87.00 72.25%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
)
87
5000 IAIIIIIIIIIIIIIIIIII
43 11.40 11.60 11.80 12.00
7 143 m/z 43.05 24.20%
| | 101115129 | 15717118519913227241 270
L aaa maa o  a E nmaw n
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
T
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.05 19.92%
57 143
1017751297 " 157171185199 228
L T B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester T
74 11.40 11.60 11.80 12.00
m/z 41.00 17.96%
87
5000 43
29 7 143
1Al \‘\“ 191115129 |~157171185199213227241 270
L T B B e e T T
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118976.D

Aca On : 20 Feb 2020 23:38

Operator : CG/JU

ﬁ?ggle i L1576-02 FD-SB-1010203-0-8
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.80 3.07 ng 200486 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1651 (11.798 min): BF118976.D (-1649) (-) m/z 72.95 100.00%

7B
60
43 192
5000
213
157 171 297 256 11.40 11.60 11.80 12.00 12.20

e m/z 60.00 75.42%

11.40 11.60 11.80 12.00 12.20
85 o 1ys 2 \is 256 m/z 43.05  70.44%
143157171185 199 77~ 227239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000 29

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R e REmEE
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 192.05 62.81%
29
85 115 171 )
99 143157 185 2
197
IR B o o o e e e RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 78 11.40 11.60 11.80 12.00 12.20
43 m/z 55.00 61.73%
5000 129
185 228
8 115 | 143 171 ‘
T | - ‘I\I il ‘ H‘ ‘ M‘ ?‘ H‘ HI\ | 157 199 213

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118976.D

Aca On : 20 Feb 2020 23:38

Operator : CG/JU

ﬁ?ggle i L1576-02 FD-SB-1010203-0-8
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 9,12-Octadecadienoic acid (... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.35 10.28 ng 672013 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.15-Octadecadienoic acid. methyv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 95
Abundance Scan 1745 (12.351 min): BF118976.D (-1742) (-) m/z 66.95 100.00%

67

5000

]

263 12.00 12.20 12.40 12.60
178 206221 a5 29 m/z 81.10  89.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
6|7

!

5000

12.IOO 12.I20 12.I40 12!60
m/z 95.10  60.19%

263 294

178 196 220 237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
a1 67
A R
12.00 12.20 12.40 12.60
5000 95 m/z 55.00 50.44%
110 294
135150  47g 195 220937 263
WWWTWTWWWWWTWTWTWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- SRR S
4 12.00 12.20 12.40 12.60

m/z 82.10 44 _10%

5000

109
135150 178 262 294
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118976.D

Aca On : 20 Feb 2020 23:38

Operator : CG/JU

ﬁ?ggle i L1576-02 FD-SB-1010203-0-8
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.37 8.62 ng 563405 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 1748 (12.368 min): BF118976.D (-1747) (-) m/z 55.10 100.00%

74
5000

12.00 12.20 12.40 12.60
m/z 69.05  79.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

-

5000

12.IOO 12.I20 12.I4O 12.I60
m/z 74.00 72.80%

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

55

e
69 12.00 12.20 12.40 12.60

5000 m/z 83.10 66.37%
87

29 111 264
138153 180194 222 45 | 579296

memﬁﬁmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester e o e AR
5 12.00 12.20 12.40 12.60

69 m/z 41.05 62.28%

:

5000

:

I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118976.D

Aca On : 20 Feb 2020 23:38

Operator : CG/JU

ﬁ?ggle i L1576-02 FD-SB-1010203-0-8
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.33 5.82 ng 324843 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Hexadecanamide 255 C16H33N0 000629-54-9 47
3 Tetradecanamide 227 C14H29NO 000638-58-4 43
4 Octadecanamide 283 C18H37NO 000124-26-5 38
5 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 35
Abundance Scan 1911 (13.327 min): BF118976.D (-1909) (-) m/z 59.00 100.00%
50
5000
41
e P
140 238 13.00 13.20 13.40 13.60
0 |'|U| . 168 198 221 261280 303 330 775 .00 83 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
50
5000 41 AU LR BN UL
13100 1320 13.40 13.60
81 m/z 55.00 39.44%
18 98 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
13.00 13.20 13.40 13.60
5000 m/z 41.10 30.74%
43
26 86 114 14> 170 195212 238255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83608: Tetradecanamide R a R mamEE L
59 13.00 13.20 13.40 13.60
m/z 43.00 24 .23%
5000
41
18 | 1)1 % 112128 156 184 510207
m/z--> i&eommm%mmmmmnmmmwm&ﬁ' 13100 1320 13140 13.60 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118976.D

Aca On : 20 Feb 2020 23:38

Operator : CG/JU

ﬁ?ggle i L1576-02 FD-SB-1010203-0-8
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.75 4.98 ng 277992 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 Cvclohexadecane 224 C16H32 000295-65-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Docosene 308 C22H44 001599-67-3 94

Abundance Scan 1983 (13.751 min): BF118976.D (-1980) (-) m/z 83.10 100.00%

57

5000

:

230 I o o O
051 273 203311329 13.40 13.60 13.80 14.00

m/z 69.10 91.41%

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
56

%

5000

13.40 13.60 13.80 14.00
m/z 97.10 85.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

§

55 g3

13.40 13.60 13.80 14.00
5000 m/z 57.00 83.20%

29 111

139 167 196 224

%

mmwwwwwwwﬁwrﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R B .
83 13.40 13.60 13.80 14.00

m/z 55.00 82 .84%

;

167 195 222 250 280 308 336

5000 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF022020\

Data File : BF118976.D

Acq On : 20 Feb 2020 23:38

Operator : CG/JU

3?22'6 i L1576-02 FD-SB-1010203-0-8
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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... 11.67 2.3 ng 152235 4 11.27 1307500 20.0
n-Hexadecanoic acid 11.80 3.1 ng 200486 4 11.27 1307500 20.0
9,12-Octadecadien... 12.35 10.3 ng 672013 4 11.27 1307500 20.0
9-Octadecenoic ac... 12.37 8.6 ng 563405 4 11.27 1307500 20.0
9-Octadecenamide, ... 13.33 5.8 ng 324843 5 13.90 1116570 20.0
Cyclopentadecane 13.75 5.0 ng 277992 5 13.90 1116570 20.0
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