LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 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-BM060520 .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 5.087 367 374 385 rBY 3785534 5496433 64.29% 7.363%
2 6.663 633 642 653 rBY 3998271 6192900 72.44% 8.296%
3 6.763 653 659 666 rVB 75265 128476 1.50% 0.172%
4 7.081 710 713 725 rBV3 121256 244279 2.86% 0.327%
5 7.445 768 775 783 rVB 974675 1516215 17.74% 2.031%
6 7.763 818 829 841 rBVY 3259162 5031696 58.86% 6.741%
7 8.598 962 971 981 rBVY 2541662 4068727 A47.59% 5.451%
8 10.210 1236 1245 1251 rBV 1308647 2117885 24.77% 2.837%
9 12.710 1663 1670 1678 rBVY 5887498 8548864 100.00% 11.452%
10 13.569 1810 1816 1821 rBV 444752 588744 6.89% 0.789%

11 14.098 1899 1906 1913 rBV 1743374 2483598 29.05% 3.327%
12 14.163 1913 1917 1925 rVB 148914 224670 2.63% 0.301%
13 14.992 2054 2058 2066 rVB 110972 138744 1.62% 0.186%
14 15.157 2081 2086 2092 rBV 115628 165152 1.93% 0.221%
15 15.404 2120 2128 2132 rBV 68897 128685 1.51% 0.172%

16 15.604 2156 2162 2170 rVB 3971704 5395455 63.11% 7.228%
17 15.857 2201 2205 2208 rBV 143903 177227 2.07% 0.237%
18 16.651 2336 2340 2346 rBV2 168054 295011 3.45% 0.395%
19 16.704 2346 2349 2356 rVB 79374 115871 1.36% 0.155%
20 16.851 2369 2374 2378 rBV 1722615 2303087 26.94% 3.085%

21 16.892 2378 2381 2387 rVV 1306710 1677904 19.63% 2.248%
22 16.986 2389 2397 2401 rVvVv 305068 468457 5.48% 0.628%
23 17.262 2440 2444 2448 rVB 151822 207179 2.42% 0.278%
24 17.386 2461 2465 2469 rVB2 160233 192164 2.25% 0.257%
25 17.562 2491 2495 2499 rBV2 105783 135613 1.59% 0.182%

26 17.727 2520 2523 2527 rVV 106341 127747 1.49% 0.171%
27 17.774 2527 2531 2537 rVB 183349 259493 3.04% 0.348%
28 17.921 2551 2556 2560 rBV2 241258 366848 4._.29% 0.491%
29 18.080 2579 2583 2587 rBV 168411 199683 2.34% 0.268%
30 18.215 2602 2606 2613 rBV2 460263 627900 7.34% 0.841%

31 18.274 2614 2616 2624 rVB3 88165 117892 1.38% 0.158%
32 18.645 2675 2679 2685 rBV2 1123275 1496725 17.51% 2.005%
33 18.709 2686 2690 2692 rVV 615835 804676 9.41% 1.078%
34 18.739 2692 2695 2700 rVB2 1095341 1345240 15.74% 1.802%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.921 2721 2726 2732 rVB 2194964 2708676 31.68% 3.629%

36 19.286 2780 2788 2796 rBV 1742562 2899772 33.92% 3.885%
37 19.503 2820 2825 2835 rVB 6524530 8029236 93.92% 10.756%
38 19.792 2871 2874 2879 rVB 220246 312419 3.65% 0.419%
39 19.886 2888 2890 2895 rVB 159149 189434 2.22% 0.254%
40 20.797 3042 3045 3049 rVvB3 907336 993401 11.62% 1.331%

41 21.056 3083 3089 3093 rBV2 1982581 3515657 41.12% 4_.710%
42 21.092 3093 3095 3100 rVB 749499 805122 9.42% 1.079%
43 23.168 3444 3448 3453 rVB 1174215 1803988 21.10% 2.417%

Sum of corrected areas: 74646945
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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: BM026299.D
7000000

6000000

5000000
4000000 5.09 6.66
7.76
3000000 8.60

2000000
10.21

1000000

.76 7.08
I

L o o T T U L T T o o NSRS

I I I
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM026299.D
7000000 1950

6000000 1271
5000000
4000000 15.60

3000000

2000000 14.10

1000000

13.57

.16 14589 1135,44

R R R AR Ea T T - N

Time--> 12.00 1250 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

Abundance TIC: BM026299.D
7000000

6000000

5000000

4000000 . 23.17

3000000
20.8211.09

2000000

1000000

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

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

7.08 3.22 ng 244279 1,4-Dichlorobenzene-d4 7.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 49
3 2-Butanol. 3-methvl-. (9)- 88 C5H120 001517-66-4 47
4 Diethvl carbitol 162 C8H1803 000112-36-7 47
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 40

Abundance Scan 713 (7.081 min): BM026299.D (-710) (-) m/z 45.10 100.00%
45
5000
59
| 1|3 89103 208 267281 6.80 7.00 7.20 7.40
o S N /< ——— . E— m/z 59.10 31.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 | 59 6.80 7.00 7.20 7.40
a m/z 72.10 20.25%
o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
6.80 7.00 7.20 7.40
5000 m/z 43.10 17.14%
73
ol 2l s g7
wﬁwmwwmwwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2133: 2-Butanol, 3-methyl-, (S)-
45 6.80 7.00 7.20 7.40
m/z 73.10 11.72%
5000
27 ll | 13 87
O T T e O A S R o R § Es AR e S C S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Tridecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.65 2.56 ng 295011 Phenanthrene-d10 16.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 2340 (16.651 min): BM026299.D (-2336) (-) m/z 57.10 100.00%
g7
5000 & MJLM
HRA AR B SR B
3 113 184 16.40 16.60 16.80 17.00
N ,I. M 4o Aas0 - 211230254 283 327 355 7, 43.10  70.39%
m/z--> 50 100 150 200 250 300 350
Abundance #48834: Tridecane
57
5000 85 RIS BRI B SRR N
16.40 16.60 16.80 17.00
29 m/z 71.10 64 .08%
ol e, e
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 16.40 16.60 16.80 17.00
5000 85 m/z 85.10 42 .08%
29
0 113 141 169 198
m/z--> " 'sp, 100 150 200 250 300 350
Abundance #175557: Tetracosane R R RN RS A aa
57 16.40 16.60 16.80 17.00
m/z 41.10 38.99%
5000 85
29
oL | “ | ) M3 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO060820\
BM026299.D

08 Jun 2020 22:34

JU/CG

L2815-01

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 4 1H-Cyclopropa[l]phenanthren... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.77 2.25 ng 259493 Phenanthrene-d10 16.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 90

Abundance Scan 2530 (17.768 min): BM026299.D (-2527) (-) m/z 192.10 100.00%

192

5000

17.40 17.60 17.80 18.00

43 63
| 211233254 289 323342362 | p/z 191.10 59.71%
m/z--> 50 100 150 200 250 300 350
Abundance #54763: 1H-Cyclopropa[l]phenanthrene, 1a,9b-dihydro-
192
5000 LI I L N L L LB L
17.40 17.60 17.80 18.00
165 m/z 189.10 27 .12%
39 63 115139 |
— T T
m/z--> 50 100 150 200 250 300 350
Abundance
192
T
17.40 17.60 17.80 18.00
5000 m/z 190.10 17.70%
165
oL 39 63 96 115 139
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #54731: Anthracene, 9-methyl-
192 17.40 17.60 17.80 18.00
m/z 193.10 15.78%
5000
96
o306 | 15139 '®
— e e T e B
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.92 3.19 ng 366848 Phenanthrene-d10 16.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 50
3 Methvl diselenide 190 C2H6Se2 007101-31-7 49
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 42
5 1,1"-Biphenyl, 4,4"-difluoro- 190 C12H8F2 000398-23-2 23

Abundance Scan 2556 (17.921 min): BM026299.D (-2551) (-) m/z 190.10 100.00%
190
5000
95
63 165 17.60 17.80 18.00 18.20
ol 30 Wl 122189 0l 208 234 257274292 323342 m/z 189.10 89.85%
m/z--> 50 100 150 200 250 300 350
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190
5000 R UL BN RN BN
17.60 17.80 18.00 18.20
95 m/z 191.10 29_47%
o268 % d 113 137 163 |
m/z--> §o 100 150 200 250 300 350
Abundance
190
17.60 17.80 18.00 18.20
5000 m/z 192.10 29.42%
95 134 162
40 57 75 19y
O S S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #53211: Methyl diselenide R e AR E
190 17.60 17.80 18.00 18.20
93 m/z 94.80 23.13%
5000
1
29
0.‘..|..7. ]T{llllllﬁ%\n ‘ N N ——— ; R AR maama e
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Isopropyl palmitate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.22 5.45 ng 627900 Phenanthrene-d10 16.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl palmitate 298 C19H3802 000142-91-6 74
2 Isopropvl mvristate 270 C17H3402 000110-27-0 58
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
4 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 38
5 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 35
Abundance Scan 2607 (18.221 min): BM026299.D (-2602) (-) m/z 43.10 100.00%
43
o _“JM
R SUNRN SRS BN B
18.00 18.20 18.40 18.60
oLy d 207 SLL 346 372 m/z 60.05 58.52%
m/z--> 50 100 150 200 250 300 350
Abundance #143137: Isopropy! palmitate
43
102
256
5000 L TS
71 18.00 18.20 18.40 18.60
129157 m/z 41.10 51.37%
185 213 ‘
oL— Ihlw ‘:‘”“:“i ‘:‘l‘u I‘ |‘| ‘l |‘|?iﬁ7| b |29‘|8| T
m/z--> 50 100 150 200 250 300 350
Abundance
60 102
" 18.00 18.20 1840 18.60
m/ 57.10 49.68%
5000 998 z o
129
185
o 37118 150 209
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid L B B Ll
43 7 18.00 18.20 18.40 18.60
m/z 102.10 43.27%
5000 256
129
157 185 213
o ,\\ N Y S A ,\‘,2,3,6| S
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 1-Octadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.64 13.00 ng 1496730 Phenanthrene-d10 16.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 99
2 5-Octadecene. (B)- 252 C18H36 007206-21-5 98
3 Cvclohexadecane 224 C16H32 000295-65-8 95
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
Abundance Scan 2678 (18.639 min): BM026299.D (-2675) (-) m/z 55.10 100.00%
55
83
5000 x ll
HRIRN UL B SRR SR
139 206 18.40 18.60 18.80 19.00
oA LA L 1.1.-. 168 T 20 281 318 351 388 431 474 | sz 43,10 91.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104184: 1-Octadecene
57
5000 LIS UL I BRI B
29 111 mmmmmmmm
m/z 57.10 82.63%
m/z--> 55 oo 250 360 3%0 460 4éo
Abundance
55
o " 1840 18.60 18.80 19.00
5000 m/z 83.10 77 .56%
29 111
o 139 168 195 224 252
m/z--> 55 160 1%0 260 250 360 3%0 460 4éo A
Abundance #81246: Cyclohexadecane R R
55 g3 18.40 18.60 18.80 19.00
m/z 69.10 76.25%
5000
29 111
o | }139 167 196 224
m/z--> 55 160 1%0 260 2%0 360 3%0 400 4éo 1820 1860 1880 1900
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.71 6.99 ng 804676 Phenanthrene-d10 16.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 95
Abundance Scan 2690 (18.709 min): BM026299.D (-2686) (-) m/z 67.10 100.00%
67
6 18.40 1860 18.80 19.00
263 - - - -
o 233 <9° 294390 351378 420445470 n/z 81.10  79.83%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
6
41
5000 BRI BN BN
18.40 18.60 18.80 19.00
m/z 55.10 69.70%
15
0‘
m/z--> 0 50
Abundance
41 67
18.40 1860 18.80 19.00
5000 95 m/z 41.10 60.94%
. 123149 17g 262 294
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester R B AR B mam
67 18.40 18.60 18.80 19.00
41 m/z 95.10 56.30%
5000 \MA#W“VN,*prU\~”wﬁﬁh¢wMM¢M
0 178 o3 263 294
mz-> 0 50 100 150 200 250 300 350 400 450 18.40 18:60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.74 11.68 ng 1345240 Phenanthrene-d10 16.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
Abundance Scan 2695 (18.739 min): BM026299.D (-2692) (-) m/z 55.10 100.00%
7 o0 22 4 1 1560 1080 1000
o! D9 a8l m/z 41.10 65.42%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester
55
5000 AUV RS
18.40 18.60 18.80 19.00
m/z 69.10 58.97%
0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
55
18.40 18.60 18.80 19.00
5000 a3 m/z 74.05 56.57%
29 264
111138 180 222 26
O it T P T T T T T e T
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #141288: 16-Octadecenoic acid, methyl ester LT T T
18.40 18.60 18.80 19.00
m/z 83.10 45_72%
5000
29 264
Mg 180 222 | g6
0; e
m/z-> 0 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO060820\
Data File : BM026299.D

Aca On : 08 Jun 2020 22:34

Operator : JU/CG

Sample : L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 1-Heneicosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.80 5.65 ng 993401 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Cvclotetracosane 336 C24H48 000297-03-0 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90

Abundance Scan 3045 (20.797 min): BM026299.D (-3042) (-) m/z 57.10 100.00%
5000 Jﬂxaﬁfw_/ﬁg\vj\W~J~WV~AVVA»
229 N
20.40 20.60 20.80 21.00 21.20
153
oAU .1. £ ?O.Z.L. 281314 355383416 461 499527 | 17> 5510  97.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000 11 AU R B
mmmmmmmmmm
m/z 43.10 95.76%
o2 \‘ ||| 936716 pspasszos
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance
43 oo
20.40 20.|60 20.I80 21.'00 21.'20
5000 m/z 83.10 81.26%
111
o 139167196224 265 308336
m/z--> 6 55 160 1%0 200 250 300 350 400 4éo 560 séo
I I I I I

Abundance #177132: 1-Heneicosyl formate L A
57 20.40 20.60 20.80 21.00 21.20
97 m/z 69.10 72.85%
5000
125
o 153182210 266294322
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 40 20. 60 20 80 21. 00 21 20

8270-BM060520.M Tue Jun 09 04:49:14 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM060820\
Data File : BM026299.D

Acq On : 08 Jun 2020 22:34

Operator : JU/CG

Sample - L2815-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM060520_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]
Ethanol, 2-(2-eth... 7.08 3.2 ng 244279 1 7.45 1516220 20.0
Tridecane 16.65 2.6 ng 295011 4 16.85 2303090 20.0
1H-Cyclopropa[l]p--. 17.77 2.3 ng 259493 4 16.85 2303090 20.0
4H-Cyclopenta[def... 17.92 3.2 ng 366848 4 16.85 2303090 20.0
Isopropyl palmitate 18.22 5.5 ng 627900 4 16.85 2303090 20.0
1-Octadecene 18.64 13.0 ng 1496730 4 16.85 2303090 20.0
9,12-Octadecadien... 18.71 7.0 ng 804676 4 16.85 2303090 20.0
9-Octadecenoic ac... 18.74 11.7 ng 1345240 4 16.85 2303090 20.0
1-Heneicosanol 20.80 5.7 ng 993401 5 21.06 3515660 20.0
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