LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

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\HPCHEMI1I\BNA P\METHODS\8270-BP010820.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 5.264 415 421 432 rBV 481430 697642 2.54% 0.830%
2 6.828 681 687 699 rBV 506842 828547 3.02% 0.985%
3 7.175 737 746 758 rBV 505583 797224 2.90% 0.948%
4 7.634 817 824 834 rBV 309999 502883 1.83% 0.598%
5 7.952 870 878 885 rBV 387967 619449 2.26% 0.737%
6 8.781 1013 1019 1028 rBV 294972 490725 1.79% 0.583%
7 10.410 1287 1296 1301 rBV 354563 614977 2.24% 0.731%
8 12.898 1712 1719 1726 rBV 569706 868301 3.16% 1.032%
9 14.281 1946 1954 1960 rBV 441799 661538 2.41% 0.787%
10 15.340 2127 2134 2139 rBvV 299163 439483 1.60% 0.523%

11 15.781 2197 2209 2218 rBV2 354828 573786 2.09% 0.682%
12 16.228 2278 2285 2289 rBV 257008 300865 1.10% 0.358%
13 17.045 2415 2424 2427 rBV 413035 649022 2.36% 0.772%
14 17.086 2427 2431 2438 rVV 1311625 1857422 6.77% 2.209%
15 17.175 2438 2446 2452 rVB 424098 606216 2.21% 0.721%

16 17.616 2518 2521 2529 rVB 351457 454611 1.66% 0.541%
17 17.757 2538 2545 2549 rBV 6501288 7908132 28.81% 9.403%
18 18.110 2598 2605 2609 rBV2 262953 421053 1.53% 0.501%
19 18.875 2728 2735 2738 rBV 11880827 18911227 68.88% 22.486%
20 18.916 2738 2742 2750 rVV 14629141 27453775 100.00% 32.644%

21 19.028 2756 2761 2764 rVV 3105900 3466205 12.63% 4.121%
22 19.075 2764 2769 2774 rVB 1517185 1974348 7.19% 2.348%
23 19.428 2817 2829 2838 rBV 1229927 2137886 7.79% 2.542%
24 19.633 2856 2864 2868 rBV 684623 917809 3.34% 1.091%
25 19.910 2908 2911 2916 rVB 295773 391734 1.43% 0.466%

26 19.980 2916 2923 2925 rBV 518653 651088 2.37% 0.774%
27 20.010 2925 2928 2932 rVB 293288 341722 1.24% 0.406%
28 20.086 2939 2941 2945 rVB 301762 305542 1.11% 0.363%
29 21.016 3095 3099 3108 rBV2 260631 347759 1.27% 0.413%
30 21.139 3115 3120 3125 rBV3 1026811 1898920 6.92% 2.258%

31 21.186 3125 3128 3137 rVB 702990 852549 3.11% 1.014%
32 22.721 3382 3389 3401 rBV 503681 1634445 5.95% 1.943%
33 23.192 3463 3469 3478 rVB 308799 600842 2.19% 0.714%
34 23.286 3479 3485 3494 rVV 526723 1124610 4._.10% 1.337%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.380 3496 3501 3506 rvv 356495 688137 2.51% 0.818%
36 25.639 3877 3885 3896 rvB2 225086 647584 2.36% 0.770%
37 26.327 3996 4002 4018 rVB 152827 463637 1.69% 0.551%

Sum of corrected areas: 84101695
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
BP001665.D

17 Jan 2020 19:34

Ju

L1017-04 2X

16 Sample Multiplier: 1

hod
le

= Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BP001665.D

5.26 6.83 7.18 763 7.95

8.78 10.41

0
Time-->

A
LIS L N B L B

T T
10.00 10.50 11.00

N
T T T T

8.50 9.00

VAR N NSAD S WMRSENSNSHSNM Y, S S W

300 350 400 450 500 550 6.00 650 7.00 750 8.00

9.50
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1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BP001665.D

1892

18/B7

17.76

19.03

17.09 -0719.4% .
1 7 17,‘. 18.11 19. :i 9

A A
LN N B S N B B B B N B B e O N D B D N B B N B B B N B B B B N B B

12.90 14.28

—er

15.34 15.78 16.23

A
L

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
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

05

TIC: BP001665.D

ot 1y 2272 233838 2564  26.33

Time--> 20.

50 21.00 2150 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 unknown7.18 Concentration Rank 4

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

7.18 31.71 ng 797224 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 747 (7.181 min): BP001665.D (-737) (-) m/z 132.00 100.00%
132
5000 68
40 ) 99 6.80 7.00 7.20 7.40 7.60
0 i\ .l,l. A 117208235 281314 356 395422452482 534 m/z 68.05 51.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S AARANRARSERARSE RS

6.80 7.00 7.20 7.40 7.60
m/z 65.95  41.27%

il s
I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
69 e
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.44%
31
ot e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- A e R )
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 22.98%
5000
104
39 77
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Tridecanoic acid, 12-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.23 9.27 ng 300865 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 91
2 Undecanoic acid. 11l-bromo-. meth... 278 C12H23Br02 006287-90-7 90
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 86
Abundance Scan 2285 (16.228 min): BP001665.D (-2278) (-) m/z 74.00 100.00%
!
5000{ 43
143 199 " 16.00 16.20 16.40 16.60
ob A dlil 25 | 171 || 212274302330 363 405433462 504 542 | 75 86 95  69.26%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95898: Tridecanoic acid, 12-methyl-, methyl ester
74
5000 LB UL SULIILN BN BURR
16.00 16.20 16.40 16.60
‘ 143 199 m/z 43.10 43.01%
||

a2
Ow"w"'l'“'l“"w"w"“ | DAL AR D DAL B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74

16.00 16. 20 16. 40 16.60

5000 m/z 41.05 39.20%
4l 199
0 102129 167 249278
LA B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95862: Methyl tetradecanoate T T T
74 16. OO 16. 20 16. 40 16. 60

m/z 55.00 37 .66%

5000
43
143
199 242
015J HM\LLM:U'S\\]‘?]' |y {

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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-Hexadecenoic acid, methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.62 14.01 ng 454611 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 87
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 81
4 Methvl mvristoleate 240 C15H2802 056219-06-8 80
5 14-Methylpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 80
Abundance Scan 2522 (17.622 min): BP001665.D (-2518) (-) m/z 55.05 100.00%
5000
3
e e e
1 198 236
o ls 152 % = 268 305335 369 418 471 515543 e 17'10117065? 17'8368'8%%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55
5000 83 R I S UGN SR

17.40 17.60 17.80 18.00
m/z 43.00 50.83%

‘ 152 194
AT 11 i viantind
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
R e o A R na
83 17.40 17.60 17.80 18.00
5000 m/z 69.10 48.41%
111 152 194 236
27 268
ol ey, b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester e e
55 17.40 17.60 17.80 18.00
m/z 74.00 43.95%
5000
2 141 180 222 264 5gg
ol il SRS Y M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.76 243.69 ng 7908130 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 93
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
Abundance Scan 2546 (17.763 min): BP001665.D (-2538) (-) m/z 74.00 100.00%
2
5000
o 17140 17760 1780 1800~
o 314342370398427455483 513543 m/z 87.00 74 13%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 LN U SN BRI
43 17.40 17.60 17.80 18.00
143 m/z 43.05 52.03%
mz> 0 50 ic')c')"iéc'J"éoc')"ésc')"éoc')"55'36"4'106”4'1%6”&'3(')6”&'3%6
Abundance
74
17.40 17.60 17.80 18.00
5000 43 m/z 41.05 42 .55%
o 115" 185 208
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95859: Methy! tetradecanoate R B
74 17.40 17.60 17.80 18.00
m/z 55.00 42 .11%
5000
43 LI
0l 15, Hw ui | a2 A
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 1740 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.11 12.98 ng 421053 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87
2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
3 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 32
4 Methvl diselenide 190 C2H6Se2 007101-31-7 22
5 2-Naphthaldehyde, 1,2,3,4-tetrah... 190 C12H1402 002472-02-8 18

Abundance Scan 2605 ((%8.110 min): BP001665.D (-2598) (-) m/z 190.05 100.00%
190
5000
JAVAN
5 17.80 18.00 18.20 18.40
63 : : : :
o Sl 122 162 | 218 265 303 345375402430 476 520547 77189 05 96.10%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 17.80 18.00 18.20 18.40
m/z 191.10 24 _17%
ol 31 63‘$ 122 162 |
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
42 190
17.80 18.00 18.20 18.40
5000 122 m/z 187 .05 20.50%
162
94
ol 14
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52810: 1,4-Naphthalenedione, 2,5-dihydroxy- R A N A L e
190 17.80 18.00 18.20 18.40
m/z 192.10 18.96%
5000 121
162
60 9¥2
Ouuuull'duuuuuuuuuu T T T T T e e A Ram
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40

8270-BP010820.M Mon Jan 20 14:14:02 2020

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.87 582.76 ng 18911200 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 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 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 2734 (18.869 min): BP001665.D (-2728) (-) m/z 67.00 100.00%
67
5000 % A/\
3 rrryrTrTTTrT T T T T T T
164 263 18.60 18.80 19.00 19.20
ol L lkl#. oo 92220 07290322 358386414442470499526 | 7z g81.10  79.91%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67
95
5000 LI BUULIN UL SO AR
18160 18,80 19.00 19.20
m/z 55.00 70.44%
29 ‘ 280
OIH\\,\JMIMH\\\\\ LLliezooy UL
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
67
'”I'”'I”"A"W"”
18.60 18.80 19.00 19.20
5000 9% m/z 41.05 59.63%
294
12210178 250 262
Ol rv i e e e T e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- R e L R
67 18.60 18.80 19.00 19.20
m/z 95.10 51.18%
5000 95
3
o ik 1123 164 262 294
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 18,60 18,80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.92 846.00 ng 27453800 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99

Abundance Scan 2743 (18.922 min): BP001665.D (-2738) (-) m/z 55.10 100.00%

5000

—

)\

18.60 18.80 19.00 19.20
m/z 69.10  75.14%

o 296 328356 394422449478505533

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

(6)]
o1
-+~

5000

18.60 18.80 19.00 19.20

) 1 m/z 74.00  65.76%
‘ 38 180 222 264296
OIII\I‘I‘I Il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

—

Abundance
55
84 R A RARRE LRSS L
18.60 18.80 19.00 19.20
5000 m/z 41.10 62.67%
23 264
180 222
(o R Tt T F S AR NGRS iU

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #141283: 15-Octadecenoic acid, methyl ester e o e E REREE

18.60 18.80 19.00 19.20
m/z 83.10 60.13%

5000

:>>

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.91 4.13 ng 391734 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 93
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 91
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 2911 (19.910 min): BP001665.D (-2908) (-) m/z 216.10 100.00%
216
5000
63 189 19.60 19.80 20.00 20.20
o il b 201 ) 244 291 328358 393 436 484513541 m/z 215.10  78.32%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74418: 11H-Benzo[b]fluorene
216
5000
19.60 19.80 20.00 20.20
m/z 213.10 21.92%
ol 28 63 ‘d\ 139 187
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
216
19.60 19.80 20.00 20.20
5000 m/z 217.10 17.91%
107
ol 27 63 139 187
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74411: Pyrene, 1-methyl-
216 19.60 19.80 20.00 20.20
m/z 107.70 13.00%
5000
95
ol 27 63 | 122150 187 |
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 cis-13-Octadecenoic acid, m... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.98 6.86 ng 651088 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 97
2 Methvyl 13-eicosenoate 324 C21H4002 1000336-48-4 96
3 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 93
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
5 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 91
Abundance Scan 2923 (19.980 min): BP001665.D (-2916) (-) m/z 55.05 100.00%

5000

:

139167 208 250 292 19.60 19.80 20.00 20.20
0 324 358 401 442 489 524 n/z  41.10 66 510

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141299: cis-13-Octadecenoic acid, methyl ester

3

5000 83 S
19.60 19.80 20.00 20.20

‘ 11 264 m/z 43.10 57 .47%

27) | 152180 222 | 296
o2k O N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
L B
19.60 19.80 20.00 20.20
5000 83 m/z 69.10 50.41%
292
111
. 151180208 250 354
i B L B B e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117512: 9-Hexadecenoic acid, methyl ester, (2)- R B
55 19.60 19.80 20.00 20.20
m/z 74.00 38.87%
5000
83
. 11 152 195 238,44
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Eicosanoic acid, methyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
20.09 3.22 ng 305542 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 2942 (20.092 min): BP001665.D (-2939) (-) m/z 74.00 100.00%
2
5000
326 19.80 20.00 20.20 20.40
ol 374 428 465 518546 n/z 87.00 75 61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166219: Eicosanoic acid, methyl ester
74
5000
19.80 20.00 20.20 20.40
43 143 326 m/z 43.05 63.13%
s || L 171199227255
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance
74
119.80 20.00 20.20 20.40
5000 m/z 55.00 44 .61%
43
143 284
) 111 185213241
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131300: Heptadecanoic acid, methy! ester B AR e B e
74 19.80 20.00 20.20 20.40
m/z 41.00 38.60%
B M\M\b
43
143
RN 185709201 2!
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo 1980 2000 2020 2040

8270-BP010820.M Mon Jan 20 14:14:05 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Nonadecanoic acid, methyl e... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.02 3.66 ng 347759 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 97
2 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 94
3 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 91
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
5 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 87
Abundance Scan 3100 (21.022 min): BP001665.D (-3095) (-) m/z 74.00 100.00%
!
43
5000
143 234 11
199 354 20.80 21.00 21.20 21.40
11
o Mt .l, N l g9 . T1 390418449 484513542 | 7,787 05 73.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #154941: Nonadecanoic acid, methyl ester
74
5000
43 20.80 21.00 21.20 21.40
143 312 m/z 43.10 61.52%
s || | amaseny 20 ¥
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550
Abundance
74
4s ' 20.80 21.00 21.20 21.40
5000 m/z 55.10 40.48%
143 by %5
ol 15 111 171199227255283
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107578: Methyl 9-methyltetradecanoate BEEmEEEs
74 20.80 21.00 21.20 21.40
m/z 41.10 37 .44%
43
143
g, | 105”7 256
(o) MDY T L o e o R e S N S N EREEE
mz-> 0 50 160 1éo 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40

8270-BP010820.M Mon Jan 20 14:14:05 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001665.D

Aca On : 17 Jan 2020 19:34

Operator :© JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 14 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.19 17.46 ng 600842 Perylene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Pervlene 252 C20H12 000198-55-0 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 3469 (23.192 min): BP001665.D (-3463) (-) m/z 252.10 100.00%
252
5000
125 22.80 23.00 23.20 23.40 23.60
224
b0 86 1 158 19877 | 289316 350 394426 469498526 | 'm/z 250.10 27.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252
5000

22.80 23.00 23.20 23.40 23.60
m/z 253.10 23.00%

125
63 99, | 158 198224

B M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
252
22.80 23.00 23.20 23.40 23.60
5000 m/z 251.05 9.57%
126
99 198224
o) SRSt MR M S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104227: Benz[e]acephenanthrylene e e e Rl
252 22.80 23.00 23.20 23.40 23.60
m/z 125.00 8.87%
5000
126
ol 63 100 | 161 198224 J
B e L A B B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.80 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP011720\
Data File : BP001665.D

Acq On : 17 Jan 2020 19:34

Operator : JU

Sample : L1017-04 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820_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 .18 7.18 31.7 ng 797224 1 7.63 502883 20.0
Tridecanoic acid,... 16.23 9.3 ng 300865 4 17.05 649022 20.0
9-Hexadecenoic ac... 17.62 14.0 ng 454611 4 17.05 649022 20.0
Hexadecanoic acid... 17.76 243.7 ng 7908130 4 17.05 649022 20.0
4H-Cyclopenta[def... 18.11 13.0 ng 421053 4 17.05 649022 20.0
9,12-Octadecadien... 18.87 582.8 ng 18911200 4 17.05 649022 20.0
9-Octadecenoic ac... 18.92 846.0 ng 27453800 4 17.05 649022 20.0
11H-Benzo[b]fluorene 19.91 4.1 ng 391734 5 21.15 1898920 20.0
cis-13-Octadeceno... 19.98 6.9 ng 651088 5 21.15 1898920 20.0
Eicosanoic acid, ... 20.09 3.2 ng 305542 5 21.15 1898920 20.0
Nonadecanoic acid... 21.02 3.7 ng 347759 5 21.15 1898920 20.0
Benzo[e]pyrene 23.19 17.5 ng 600842 6 23.38 688137 20.0
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