LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 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 M\METHODS\8270-BM082019 .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 6.757 636 641 651 rBV 96974 172316 1.05% 0.414%
2 7.104 694 700 708 rBV 114442 183910 1.13% 0.442%
3 7.563 772 778 787 rBB 179980 279813 1.71% 0.673%
4 10.339 1243 1250 1271 rBB 203227 356748 2.18% 0.858%
5 12.833 1668 1674 1683 rBV 153079 225502 1.38% 0.542%

14.221 1904 1910 1920 rVB2 287718 427505 2.62% 1.028%
16.986 2374 2380 2385 rBV2 299086 415892 2.55% 1.000%
17.656 2488 2494 2498 rBV 4257809 4578531 28.02% 11.006%
17.886 2525 2533 2542 rBVY 185161 257979 1.58% 0.620%
18.809 2684 2690 2693 rBV 10296382 12738556 77.96% 30.622%

=
QO ~NO®

11 18.850 2693 2697 2700 rVB 13967792 16339794 100.00% 39.279%
12 18.968 2712 2717 2723 rVB 1887520 2114014 12.94% 5.082%
13 19.027 2723 2727 2729 rBV2 196533 244645 1.50% 0.588%
14 19.056 2729 2732 2745 rVB 470969 714068 4._.37% 1.717%
15 19.627 2823 2829 2833 rBV 244851 298505 1.83% 0.718%

16 19.962 2881 2886 2896 rvB2 113281 218526 1.34% 0.525%
17 20.074 2901 2905 2909 rBV 138685 168656 1.03% 0.405%
18 20.127 2909 2914 2920 rBV2 146995 269654 1.65% 0.648%
19 20.186 2920 2924 2931 rVV 128960 197821 1.21% 0.476%
20 20.715 3008 3014 3018 rVB2 196717 321589 1.97% 0.773%

21 21.191 3090 3095 3100 rBV 406192 515118 3.15% 1.238%
22 23.391 3463 3469 3481 rVB 288599 559833 3.43% 1.346%

Sum of corrected areas: 41598975
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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: BM022236.D
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000
6.76 7.10 7.56 10.34

S s

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022236.D

1.4e+07

18.85

1.2e+07

18J81
1e+07

8000000

6000000
17.66
4000000
2000000 8.97

12.83 14.22 16.99 17.89 &%  19.6319mom

ot 7t LB B e

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM022236.D

1.4e+07

N

1.2e+07

1e+07

8000000

6000000

4000000

2000000

»0.72 21.19 23.39
Ot O b e i o i e i b i i il i i o o mpmoeoo——-———+7—7J-——————
I I I I I I I I I I I I I I I I I

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 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\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 1 unknown7.10 Concentration Rank 6

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

7.10 13.15 ng 183910 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27

Abundance Scan 699 (7.098 min): BM022236.D (-694) (-) m/z 132.00 100.00%
32
5000 68
0 54 |75 % 103 680 7.00 7.20 7.40
o} m/z 68.00 42.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 RS AR ML R A
6.80 7.00 7.20 7.40
33 44 97 105 m/z 66.00 38.90%
51 60 70 78 g | s
Ot e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
"'I”"I”"I”"I”'A
6.80 7.00 7.20 7.40
5000 m/z 134.00 29.59%
64
0 15 2\\7 34 42\ \ ‘ ‘ 76 91 99 i
miz--> 5% % 40 50 6 70 8 9 100 110 130 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R e
132 6.80 7.00 7.20 7.40
m/z 69.10 21.42%
97
5000
70
31
. 4451 60 | 77 g5 | 105 116
m/z--> 10 20 30 40 50 60 75 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.66 220.18 ng 4578530 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
3 Hexadecanoic acid. 2-methvl- 270 C17H3402 027147-71-3 81
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 74
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 74

Abundance Scan 2495 (17.662 min): BM022236.D (-2488) (-) m/z 73.95 100.00%
74
5000 43
! 1571711851905 17.40 17.60 17.80 18.00
0 m/z 87.00 73.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84485: Tridecanoic acid, methyl ester
74
5000 43 L B SRR SULRURN IR
17.40 17.60 17.80 18.00
7 43 m/z 43.05 39.20%
ol 8 1151297 7157171185199 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119400: Hexadecanoic acid, methyl ester
74
17.40 17.60 17.80 18.00
5000 m/z 41.05 33.72%
43
7 143
oL 12 29 ‘ ﬁ\ L \‘gi 1151%9 1571711851992132%72ﬁ1 ZTO
miz-> 20 40 60 80 100 120 140 160 180 200 230 240 280 280
Abundance #119390: Hexadecanoic acid, 2-methyl- Em E A mam s
74 17.40 17.60 17.80 18.00
m/z 55.05 31.02%
5000 270
43
Lz “ | @102 1f91T31571711851992}3227241255 | N
m/z--> ﬁo 40 éo éo 100 150 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 8

R.T. EstConc Area Relative to ISTD R.T.
17.89 12.41 ng 257979 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2534 (17.892 min): BM022236.D (-2525) (-) m/z 73.00 100.00%

60 B
5000
129 213
i 115 157171185 256 A B SUR AN NN SUNRIA U
143 199 | 227 17.60 17.80 18.00 18.20
(o} m/z 43.10 92 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L S BN BULRILN R

17.60 17.80 18.00 18.20

m/z 41.10 87.97%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 e R SRR
17.60 17.80 18.00 18.20
5000 - 129 m/z 60.00 82.01%
‘ 143157 214
oLl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e RRRE
43 60 73 17.60 17.80 18.00 18.20
m/z 55.00 78.20%
5000 129
29
143 199 242
‘ | 157171185
ol15 1l
e R ARRR RN e P

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 Methyl 9-cis,ll-trans-octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.81 612.59 ng 12738600 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
Abundance Scan 2690 (18.809 min): BM022236.D (-2684) (-) m/z 67.05 100.00%

5000

—

135150 263
178 205220 gg5 20357429 18.40 18.60 18.80 19.00 19.200
o} m/z 81.05 86.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate

e

18.I4O 18.I60 18.I80 19.I00 19!20
204 m/z 55.10  62.45%

5000

135150
178193 220 45262

04
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)-
41 67

p=——t—

18.40 18.60 18.80 19.00 19.20
m/z 95.05 58.96%

5000
o 135150 478 262 294
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 e R e
67 18.40 18.60 18.80 19.00 19.20

m/z 41.05 56.20%

5000

263 294

Ep———

178 196 220237
ey P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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, methyl..._. Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.85 785.77 ng 16339800 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
3 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 99
4 6-0Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 97
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
Abundance Scan 2697 (18.850 min): BM022236.D (-2693) (-) m/z 55.10 100.00%

5000

p=——t—

18.60 18.80 19.00 19.20

0 m/z 69.10 72.90%
m/z--> 50 100 150 200 250 300 350
Abundance #141310: 9-Octadecenoic acid, methyl ester, (E)-
74
5000 97 llllllllllll{\lllllllll
18.60 18.80 19.00 19.20
0
29 123141 180 292 264 m/z 41.10 70.37%
. e | 100 | 246 | 296
- I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #141291: 11-Octadecenoic acid, methyl ester
56
e
18.60 18.80 19.00 19.20
5000 4 g7 m/z 74.05 63.56%
123 264
29 152 180 222
ob— “. \I‘ I“"‘ \ ‘|H A“ﬂ \Ih Al ks l 19|9| .'l : 2|4|6 ||| : 2I9ll6 T
m/z--> 50 100 150 200 250 300 350
Abundance #141299: cis-13-Octadecenoic acid, methyl ester O B A
55 18.60 18.80 19.00 19.20
m/z 83.10 60.89%
5000 74 o7

‘;Ez::===,

A
LI L L B L L L Y L

m/z--> 50 100 150 200 250 300 350 18. 60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.97 101.66 ng 2114010 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 89
3 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 87
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 83
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
Abundance Scan 2717 (18.968 min): BM022236.D (-2712) (-) m/z 74.00 100.00%
74
5000 43 JL f\
ﬁ T 25 15180 1530 10100 1920
298 - : - -
0 ...,....,....,..|'..,'.-...,....,..l..,|....~ ClE .-...',...-.,2.2.7..,-...L,%?.Q,....,.. m/z 87.00 75.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate /A
74 A
5000 AU SN SO I
143 - 298 18.60 18.80 19.00 19.20
199 m/z 43.05 47 .51%
9
o) N T S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester f\
74
AU SN SO
18.60 18.80 19.00 19.20
5000 m/z 41.10 35.56%
28 43
143 255 298
o...,..l.,‘...ﬁ?..«..,t...?‘,’.1...}.2?..,.... Pz e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #107578: Methyl 9-methyltetradecanoate R B REmEE
74 18.60 18.80 19.00 19.20
m/z 55.10 35.13%
5000
43
143
97 213 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 9
R.T. EstConc Area Relative to ISTD R.T.
19.03 11.76 ng 244645 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 9-Hexadecvn-1-ol 238 C16H300 1000342-40-3 86
3 1l1l.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 83
4 Bicvclol2.2.27loctane. 2-methvl- 124 C9H16 000766-53-0 81
5 7-Hexadecyne 222 C16H30 074685-28-2 80
Abundance Scan 2728 (19.033 min): BM022236.D (-2723) (-) m/z 67.10 100.00%
67
5000 f\/\
e
123 149 18.80 19.00 19.20 19.40
o 165 193209 m/z 81.10 83.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67
41
5000 UL SUNIN SN BN IR
18.80 19.00 19.20 19.40
m/z 41.05 68.40%
ol15 | Il 150166182 209 236 262 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92512: 9-Hexadecyn-1-ol
4 a7
" 18:80 19.00 19.20 19.40
5000 m/z 55.05 68.19%
124
0 19‘ ‘ 149165182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162983: 11,14-Eicosadienoic acid, methy! ester e MMM
a7 18.80 19.00 19.20 19.40
m/z 95.05 52 .58%
5000 j»\
0 L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 8 Oleic Acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.06 34.34 ng 714068 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 93
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 91
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 78
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 76
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 74

Abundance Scan 2733 (19.062 min): BM022236.D (-2729) (-) m/z 55.10 100.00%

5000

pp=—————

18.80 19.00 19.20 19.40

125939
101 180 m/z 41.05 74.26%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129335: Oleic Acid

Ep=———

18.80 19.00 19.20 19.40
97 m/z 69.05 72.87%

U195 151166180104 200235 264 282

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129347: cis-13-Octadecenoic acid
55
AR RARSARARER RS
69 18.80 19.00 19.20 19.40
5000 41 m/z 43.10 58.32%

. 125139 165180 207222036 25 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 j\
Abundance #129357: trans-13-Octadecenoic acid o
56 18.80 19.00 19.20 19.40
m/z 83.05 54 _31%
5000 41 69

11

e

1
125139 165180  207222236250254 282

DA G NS N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 9 cis-10-Heptadecenoic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.96 8.48 ng 218526 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid. methy... 282 C18H3402 1000333-62-1 96
2 Methvl 9-eilcosenoate 324 C21H4002 1000336-50-5 83
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 74
4 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 70
5 cis-11-Eicosenoic acid, methyl e... 324 C21H4002 1000333-63-8 70
Abundance Scan 2886 (19.962 min): BM022236.D (-2881) (-) m/z 55.00 100.00%
5000
10.60 19.80 20.00 20.20
0! m/z 69.00 75.09%
m/z--> 50 100 150 200 250 300 350
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester
74
5000 97 R SRR R SR B
19. 60 19. 80 20. oo 20.20
123 166 208 250 m/z 41.05 72 .54%
29 41 232 | 282
ol ol 185 | 22| 2
m/z--> 50 100 150 200 250 300 350
Abundance #164497: Methy| 9-eicosenoate
55
10.60 19.80 20.00 20.20
5000 m/z 74.05 65.75%
292
208 250
0 ——— I“ } H Jlu AN |\I11I52In179 L J 227 |2|74|. o I3IZL4I. —
m/z--> 50 150 200 250 300 350
Abundance #129339: cis-Vaccenic acid
55 19.60 19.80 20.00 20.20
m/z 83.00 60.14%
5000 83
111
2 } | | 137 165 222 546284
Ollt‘l‘l\\!ﬂ\lu\m“\.\lll |1|93||||2|46|\|2|82|||||| e e
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 10 Methyl 18-methylnonadecanoate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.07 6.55 ng 168656 Chrysene-di12 21.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 96
2 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 95
3 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 95

001731-92-6 95
006929-04-0 93

4 Heptadecanoic acid. methvl ester 284 C18H3602
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602

Abundance Scan 2904 (20.068 min): BM022236.D (-2901) (-) m/z 74.00 100.00%
5000
143 283
161178 199 227 267 26 19.80 20.00 20.20 20.40
0 m/z 87.00 68.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methyl 18-methylnonadecanoate
4
5000 43
19.80 20.00 20.20 20.40
143 326 m/z 43.10 51.86%
283
ol.15 171 199 227 55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131316: Hexadecanoic acid, 14-methyl-, methy! ester
74
R Bl BRREEma
19.80 20.00 20.20 20.40
5000 m/z 41.10 35.69%
43
143 041 284
oh... 26 LT 125 1 167185 205 2232405
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester T
74 19.80 20.00 20.20 20.40
m/z 55.00 33.60%
5000
a8 143 326
283
ohL2 ‘ H o915 | 71 199 227 255 77T
R L B L Rt AL EAd AR e o e AR EEEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. 80 20. 00 20. 20 20 40

8270-BM082019.M Thu Aug 22 11:45:10 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 11 1,2,3,4,4a,5,6,8a-0Octahydro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.13 10.47 ng 269654 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11.2.3.4.4a.5.6.8a-0ctahvdro-naph... 136 C10H16 031244-58-3 81
2 1-Cvclopentvlcvclopentene 136 C10H16 004884-21-3 51
3 Cis-8-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-3 47
4 4-Cvclohexvlidene-n-butanol 154 C10H180 004441-58-1 46
5 4,7-Methano-1H-indene, octahydro- 136 C10H16 006004-38-2 46
Abundance Scan 2915 (20.133 min): BM022236.D (-2909) (-) m/z 55.10 100.00%
5000
s a1 | 1010 2000 2020 2040
o} T m/z 79.00 71.92%
m/z--> 50 100 150 200 250 300
Abundance #15813: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene
9 136
5000 67 SRR ARER
41 19.80 20.00 20.20 20.40
m/z 67.05 71.06%
04 Jll il
m/z--> 50 100 150 200 250 300
Abundance #15740: 1-Cyclopentylcyclopentene
67
95 NSNS U SRR
19.80 20.00 20.20 20.40
5000 41 136 m/z 81.00 71.06%
0|15||||”||£ “.... ——r— ——r— ——
m/z--> 50 100 150 200 250 300
Abundance #23978: Cis-8-methyl-exo-tricyclo[5.2.1.0(2.6)]decane R R EaRE
67 19.80 20.00 20.20 20.40
m/z 41.05 64 .40%
109
5000 41 135
il
0 e S —
m/z--> 50 100 150 200 250 300 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 12 Cyclopentane, (2-methyl-1-p... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.19 7.68 ng 197821 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvl-1-propen... 124 C9H16 053366-57-7 55
2 cis-1.4-Dimethvl-2-methvlenecvcl... 124 C9H16 019781-46-5 46
3 4-Fluoro-3-nitrotoluene 155 C7H6FNO2 000446-11-7 35
4 n-0Octvlidencvclohexane 194 C14H26 137595-12-1 35
5 2-Amino-3-hydroxy-5-nitropyridine 155 C5H5N303 1000289-29-0 25
Abundance Scan 2925 (20.192 min): BM022236.D (-2920) (-) m/z 155.05 100.00%
185
67
5000
41 109 187
7 207 283 19.80 20.00 20.20 20.40 20.60
o =1 237 35 m/z 67.00 66.05%
m/z--> 50 100 150 200 250 300 350
Abundance #10719: Cyclopentane, (2-methyl-1-propenyl)-
67
41
5000 109 ABUUABRUNABR DR
19.80 20.00 20.20 20.40 20.60
m/z 81.05 48 .40%
: od ||
m/z--> 50 100 150 200 250 300 350
Abundance #10722: cis-1,4-Dimethyl-2-methylenecyclohexane
67
19.80 20.00 20.20 20.40 20.60
5000 a1 109 m/z 55.00 45 _.24%
9
o??t.ﬁ.th.«,.... e
m/z--> 50 100 150 200 250 300 350
Abundance #27988: 4-Fluoro-3-nitrotoluene AR BRI
3 185 19.80 20.00 20.20 20.40 20.60
m/z 68.00 45_16%
109
5000
0 “A‘J \LH
m/z--> 100 150 200 250 300 350 19.80 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022236.D

Aca On : 21 Aug 2019 19:25

Operator : HP/JU

Sample : K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 13 unknown20.72 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.72 12.49 ng 321589 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(5H)-Furanone. 4-methvl-5.5-bis... 206 C13H1802 099202-98-9 38
2 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 38
3 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 35
4 Cvclopentene. 5-hexvl-3.3-dimethvl- 180 C13H24 061142-66-3 22
5 2,6-Dimethyl-3-aminobenzoquinone 151 C8HONO2 090005-56-4 15
Abundance Scan 3015 (20.721 min): BM022236.D (-3008) (-) m/z 151.00 100.00%
5000
308
205 277 20.40 20.60 20.80 21.00
252 355
o! KT TR W m/z 81.00 96.76%
m/z--> 50 100 150 200 250 300 350
Abundance #66035: 2(5H)-Furanone, 4-methyl-5,5-bis(2-methyl-2-propenyl)
95 151
5000 55 123 L R DR B SRR
20.40 20.60 20.80 21.00
29 m/z 95.00 71.66%
o o 178 206
m/z--> 50 100 150 200 250 300 350
Abundance #35204: Naphthalene, decahydro-2,2-dimethyl-
95 151
20.40 20.60 20.80 21.00 |
5000 55 m/z 43.10 57 .94%
29 ‘_
ol b u W7h (128 yoes
m/z--> 50 100 150 200 250 300 350
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate e  EaRmEamSTT
81 20.40 20.60 20.80 21.00
43 m/z 67.05 55.11%
5000
105
135 164 195
) wH m LI S o 7 e L
m/z--> 50 150 200 250 300 350 2040 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082119\
Data File : BM022236.D

Acq On : 21 Aug 2019 19:25

Operator : HP/JU

Sample > K4096-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082019 .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]
unknown7 .10 7.10 13.2 ng 183910 1 7.56 279813 20.0
Tridecanoic acid,... 17.66 220.2 ng 4578530 4 16.99 415892 20.0
n-Hexadecanoic acid 17.89 12.4 ng 257979 4 16.99 415892 20.0
Methyl 9-cis,11-t... 18.81 612.6 ng 12738600 4 16.99 415892 20.0
9-Octadecenoic ac... 18.85 785.8 ng 16339800 4 16.99 415892 20.0
Methyl stearate 18.97 101.7 ng 2114010 4 16.99 415892 20.0
9,12-Octadecadien... 19.03 11.8 ng 244645 4 16.99 415892 20.0
Oleic Acid 19.06 34.3 ng 714068 4 16.99 415892 20.0
cis-10-Heptadecen... 19.96 8.5 ng 218526 5 21.19 515118 20.0
Methyl 18-methyln... 20.07 6.5 ng 168656 5 21.19 515118 20.0
1,2,3,4,4a,5,6,8a... 20.13 10.5 ng 269654 5 21.19 515118 20.0
Cyclopentane, (2-... 20.19 7.7 ng 197821 5 21.19 515118 20.0
unknown20.72 20.72 12.5 ng 321589 5 21.19 515118 20.0
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