LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 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 P\METHODS\8270-BP082420 .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 2.928 3 7 54 rvB 1011433 2040990 17.61% 2.120%
2 5.269 399 405 418 rBVY 1709889 2664304 22.99% 2.768%
3 6.846 665 673 689 rBY 1648735 2663767 22.99% 2.767%
4 7.263 739 744 756 rBV 107524 179453 1.55% 0.186%
5 7.663 805 812 821 rVB 638741 998866 8.62% 1.038%

8.805 997 1006 1024 rVB 1113567 1854433 16.00% 1.927%
10.440 1275 1284 1297 rBV 838768 1395749 12.04% 1.450%
1699 1706 1720 rBV 3400203 5039720 43.49% 5.236%
13.216 1751 1756 1765 rBVY 159138 249451 2.15% 0.259%
13.763 1843 1849 1859 rVB 573179 782053 6.75% 0.812%

O © o~ O
=
N
©
N
N

11 14.304 1934 1941 1954 rBV 1318138 1901966 16.41% 1.976%
12 15.798 2189 2195 2206 rBV 2584981 3647795 31.48% 3.790%
13 16.834 2368 2371 2396 rVB4 88510 387234 3.34% 0.402%
14 17.057 2403 2409 2418 rBV 1608490 2283417 19.70% 2.372%
15 17.975 2560 2565 2596 rBV 1052382 1923294 16.60% 1.998%

16 18.228 2604 2608 2612 rBV 118488 160147 1.38% 0.166%
17 18.751 2687 2697 2711 rVB2 311742 1056239 9.11% 1.097%
18 19.098 2752 2756 2766 rBV8 54732 126600 1.09% 0.132%
19 19.216 2771 2776 2792 rVV 651238 1158882 10.00% 1.204%
20 19.380 2792 2804 2818 rVB 4159416 11589122 100.00% 12.040%

21 19.633 2842 2847 2857 rVB 6426340 7937931 68.49% 8.247%
22 19.780 2862 2872 2880 rBV 3189330 8022401 69.22% 8.334%
23 19.863 2880 2886 2894 rVB 575061 1507688 13.01% 1.566%
24 19.969 2899 2904 2908 rBvV4 88865 199694 1.72% 0.207%
25 20.069 2914 2921 2937 rVB 2112805 4592913 39.63% 4.772%

26 20.710 3024 3030 3046 rBvV 910445 1908213 16.47% 1.982%
27 20.880 3055 3059 3066 rBvV 889301 1159860 10.01% 1.205%
28 21.151 3100 3105 3113 rVB 2425027 3144717 27.14% 3.267%
29 21.322 3131 3134 3141 rVB 131888 165630 1.43% 0.172%
30 21.427 3146 3152 3160 rBV 999309 1905695 16.44% 1.980%

31 21.757 3204 3208 3218 rVB2 316985 528800 4._56% 0.549%
32 22.169 3271 3278 3283 rBV 875938 1779917 15.36% 1.849%
33 22.227 3283 3288 3301 rVV3 886212 2826742 24.39% 2.937%
34 22.351 3304 3309 3314 rVV 1413802 2241464 19.34% 2.329%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 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 P\METHODS\8270-BP082420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.416 3314 3320 3334 rVB 571815 1298643 11.21% 1.349%

36 22.598 3345 3351 3364 rVB3 320815 725630 6.26% 0.754%
37 22.733 3369 3374 3380 rVB 684789 1018692 8.79% 1.058%
38 22.998 3413 3419 3431 rVB 535317 1219806 10.53% 1.267%
39 23.310 3467 3472 3478 rVV 594612 1008836 8.71% 1.048%
40 23.386 3478 3485 3493 rVB 2074631 3789866 32.70% 3.937%

41 23.968 3574 3584 3591 rBVY 522005 1586190 13.69% 1.648%
42 24.057 3593 3599 3620 rVV3 346178 1386769 11.97% 1.441%
43 24.739 3706 3715 3751 rVB2 1144985 4196391 36.21% 4 _.360%

Sum of corrected areas: 96255970
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA P\DATA\BP082620\
BP003113.D

26 Aug 2020 14:24

CG/Ju

L3793-02

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BP003113.D

12.92

15.80

17.06
14.30

13.76
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19.78

O
Time-->

12.00 12,50 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
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6000000

5000000
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3000000
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ol

TIC: BP003113.D

21.15

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 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\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.93 40.87 ng 2040990 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 7 (2.928 min): BP003113.D (-3) (-) m/z 73.00 100.00%
7B
5000 Jk
43
U A R UL LU
3.00 3.10 3.20 3.30
oTJ,L . ‘ 15 155 191 239 277305 341 377 413442472 506535 m/z 87.10 28.38%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 U A R UL U
43 3.00 3.10 3.20 3.30
m/z 43.00 27 .07%
L L o B I B I WL L L
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
300 310 320 330
5000{ 41 m/z 55.00 21.02%
0 112
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #734: N-Ethylformamide
30 3.00 3.10 3.20 3.30
73 m/z 71.05 10.57%
5000 r7
Olph J"Ll""l""l"" Y SN S SN SR BRI
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.97 16.85 ng 1923290 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2564 (17.969 min): BP003113.D (-2560) (-) m/z 73.00 100.00%

43

129

5000

| L

256
17.60 17.80 18.00 18.20
0 285 329357 401428457 489 527 m/z 60.00 74 _07%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

%

5000 LA L L L L L L
17.60 17.80 18.00 18.20
)
15715213 256 m/z 43.10 59.31%
(o}
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 T e
17.60 17.80 18.00 18.20
5000 129 m/z 57.10 55.19%
171
214
101
oMMl d Ay L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid R S E s S ———

17.60 17.80 18.00 18.20
m/z 55.10 55.16%

5000
185 228

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.75 9.25 ng 1056240 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 95
2 Octacosane 394 C28H58 000630-02-4 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2697 (18.751 min): BP003113.D (-2687) (-) m/z 57.05 100.00%

5000

55

41 18.40 18.60 18.80 19.00
183 239
o 281 323 380 418 458 504537 m/z 71.05 82 _56%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
5
5000 LA L L L L L L I
18.40 18.60 18.80 19.00
113 m/z 85.10 69.33%
ol 2 183 253
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R ARNEEEEREEERE
18.40 18.60 18.80 19.00
5000 m/z 43.10 54.73%

99
26 141 183 225 281 337 394

=N

e L M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane A BAREE B L
57 18.40 18.60 18.80 19.00
m/z 55.00 22.40%
5000

3

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 18 40 18. 60 18 80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

19.22 7.37 ng 1158880 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2777 (19.222 min): BP003113.D (-2771) (-) m/z 73.00 100.00%

73
43 129

5000

-

19.00 19.20 19.40 19.60
m/z 60.00 68.42%

o 327357 401429460489 521549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid

%

5000

19.00 19,20 19.40 19.60
m/z 43.10 67.09%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
LI L e e
19.00 19.20 19.40 19.60
5000 129 m/z 57.10 65.94%
199 242
101 157
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid e B o R R B

19.00 19.20 19.40 19.60

m/z 129.05 65.63%

5000

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. OO 19 20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Isophthalic acid, di(4-octy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.38 73.71 ng 11589100 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalic acid. di(4-octvl) ester 390 C24H3804 1000344-04-3 90
2 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 90
3 Terephthalic acid. 4-octvl octvl... 390 C24H3804 1000323-73-7 74
4 Terephthalic acid. di(4-octvl) e... 390 C24H3804 1000323-74-2 74
5 Isophthalic acid, 2-chlorophenyl... 388 C22H25C104 1000344-50-0 41
Abundance Scan 2804 (19.380 min): BP003113.D (-2792) (-) m/z 149.00 100.00%

70 149 261
112
5000

41ﬁ l g e
19. OO 19. 20 19. 40 19.60
ok dilidd IL 80 282 .l??l,. 333361390416 451 489518545 | 7z 70.10  92.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207680: Isophthalic acid, di(4-octyl) ester
261
167
5000 [T frr i rrrrrptrrrpii

19.00 19.20 19.40 19.60
m/z 261.10 90.16%

112
a0 |
O+—rprtrr gt e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
261
149 IIIIIIIIIIIIIIIIIIII
70 19.00 19.20 19.40 19.60
5000 112 m/z 112.05 61.06%
41
0 180207 291 333361389
L o o e o e e EEmssma s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207702: Terephthalic acid, 4-octyl octyl ester
261 19.00 19.20 19.40 19.60

m/z 167.00 51.54%

5000 167
112
a0 ’ \
Cadd Ll

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19. OO 19. 20 19. 40 19. 60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 13-Docosenamide, (Z2)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.78 51.02 ng 8022400 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 46
3 Dodecanamide 199 C12H25NO 001120-16-7 35
4 Acetic acid. cvanohvdroxvimino-.... 128 C4H4N203 061295-92-9 30
5 2-Propanol, 1-(isooctyloxy)-2-me... 202 C12H2602 056282-27-0 27

Abundance Scan 2872 (19.780 min): BP003113.D (-2862) (-) m/z 59.00 100.00%

5000

-

19.40 19.60 19.80 20.00
m/z 72.00 84.68%

154184212240 294 337368 415443475 523
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #174695: 13-Docosenamide, (2)-

%

5000
19.40 19.60 19.80 20.00

337 m/z 55.05 47 .83%

154 1842]_2240 294

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ
19.40 19.60 19.80 20.00
5000 m/z 69.05 32.22%
29
. 86 126154984 38 281
T T e T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60440: Dodecanamide
59 19.40 19.60 19.80 20.00
m/z 41.05 26.34%
5000
28
86
O ..h,.&%ﬁﬁqé.%gg... e A AR B e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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-lodo-2-methylundecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.86 9.59 ng 1507690 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2886 (19.863 min): BP003113.D (-2880) (-) m/z 57.10 100.00%

57
85
5000
_'_'_'—I_'_'_'—'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_‘

3

41 19.60 19.80 20.00 20.20
169197225

ob - LI LT 189297205058 ao5303351 304 40461480 538 | ntri10 B3 46T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

19.60 19.80 20.00 20.20
m/z 85.10 70.27%

141169197225053 296

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R B e
19.60 19.80 20.00 20.20
5000 m/z 43.10 49_.21%
85
29
o 113 169 o171 296
At B A et M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205394: Silane, trichlorooctadecyl- e BERas mar e
57 19.60 19.80 20.00 20.20
m/z 99.10 22 .88%
5000
85
29
oL, 13141 175003231059 303331 386
e o L e o e LA I o TR e T T
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\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.07 29.21 ng 4592910 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 87
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 74
4 Pentane. 1.5-dibromo- 228 C5H10Br2 000111-24-0 47
5 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 43
Abundance Scan 2921 (20.069 min): BP003113.D (-2914) (-) m/z 69.05 100.00%
5000
19.80 20.00 20.20 20.40
o 175203231 273 313341368 410437464494 537 n/7z 81.10 54 59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69
5000
19.80 20.00 20.20 20.40
4t . m/z 41.05 16.98%
. 4 101 231 273300 341368 410
AL UL DL LR LR IR WAL IR (LR LR LR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
10.80 20.00 20.20 20.40
5000 m/z 95.05 15.87%
41
136
o il 189219 250 287 332
rrrrprrrrtprrrrprrrrrr T T T T T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54708: 1,5,9—Undecatr|ene, 2,6,10 trlmethyl s (Z) L B B B B
69 19.80 20.00 20.20 20.40
a1 m/z 137.10 15.39%
5000
ol ‘ 123;50177
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.80 20.00 20.20 20.40

8270-BP082420.M Thu Aug 27 12:30:56 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.71 12.14 ng 1908210 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Hexatriacontane 507 C36H74 000630-06-8 95
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
4 Octadecane 254 C18H38 000593-45-3 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3030 (20.710 min): BP003113.D (-3024) (-) m/z 57.10 100.00%

5000

-

20.40 20.60 20.80 21.00
m/z 71.05 83.80%

41169197005253 295323351379408

o 461 492 524

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

20.40 20.60 20.80 21.00
m/z 85.10 70.06%

141169197225253 296

0‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R Lk e
20.40 20.60 20.80 21.00
5000 o m/z 43.10 51.50%
29 113
0 141169197225253281309337 379 421449477506
P e T T T e T T T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- B LA B ma s
57 20.40 20.60 20.80 21.00
m/z 99.05 25.08%
5000 85

-

13
fd 141169197 239267294323352

Ul o LA B A Eaans LA S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00

8270-BP082420.M Thu Aug 27 12:30:57 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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-Heptacosanol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.88 7.38 ng 1159860 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI303 1000314-56-3 94
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 93
Abundance Scan 3059 (20.880 min): BP003113.D (-3055) (-) m/z 83.10 100.00%
3
55 f
111
5000
AU IR B
39 20.60 20.80 21.00 21.20
168
ol A AL LY £7196224252281308 356 394 429 475504535 | sz 97.10  94.51%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 |97
5000 AU A
105 20.60 20.80 21.00 21.20
m/z 57.05 79.71%
o 29 [193181209237264292320 350378
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 |97
20,60 20.80 21.00 21.20
5000 m/z 69.10 77 .44%
125
29
0 153181210238266 308336
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol B A B am s S
55 83 20.60 20.80 21.00 21.20
m/z 55.05 75.05%
5000 H
2 P39167
ob LML) J0710620a250280308
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20

8270-BP082420.M Thu Aug 27 12:30:58 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Hexatriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.43 12.12 ng 1905700 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 96
2 Tetracosane 338 C24H50 000646-31-1 94
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3152 (21.427 min): BP003113.D (-3146) (-) m/z 57.05 100.00%
57
85
5000
13141 ' 2120 21140 21.60 21.80
169197 : : :
Oh A ] Iy L 225253281309337365395 431 475505535 | n77 71.10  84.70%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane
5000 IR BRI B B B

21,20 21.40 21.60 21.80
m/z 85.10 69.18%

13141169197225253281309337 379 421449477506

0
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 R S ERaEae=
21.20 21.40 21.60 21.80
5000 m/z 43.05 54.03%
M3
29 169197225253281309338
O T T T e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane L e AR
57 21.20 21.40 21.60 21.80
m/z 99.05 25.67%
5000 85
13
ol 29 | }?1169197225253281309337365393422
A S Ao e
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 21.20 21.40 21.60 21.80

8270-BP082420.M Thu Aug 27 12:30:59 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.17 11.32 ng 1779920 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 94
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3278 (22.169 min): BP003113.D (-3271) (-) m/z 57.10 100.00%

5000

Hr

141 21.80 22.00 22.20 22.40
169197225
o 253281309337365393 436 476504532 m/z  71.10 84 _11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane
5000 LA L L N L L L

21.80 22.00 22.20 22.40
m/z 85.05 69.62%

14116919795 53981 309338

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
I AR B e R
21.80 22.00 22.20 22.40
5000 85 m/z 43.05 50.41%
29 s 295
0 141169197225 266 323 435
e T e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl- R
57 21.80 22.00 22.20 22.40
m/z 99.05 25.39%
13 182
o 4 211239267 3?9337364392
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. OO 22 20 22. 40

8270-BP082420.M Thu Aug 27 12:31:00 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Sulfurous acid, octadecyl 2... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.23 17.98 ng 2826740 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 1-Nonadecene 266 C19H38 018435-45-5 89
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 76
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 70
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 70
Abundance Scan 3288 (22.227 min): BP003113.D (-3283) (-) m/z 57.10 100.00%

57
85
5000
f% ' 22100 2220 22.40 22.60

155183 : : : :

o AL 25183 218 253282 323 364 401431461490 533 | 1727 71 10 76.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43

o
~
iy

5000 R EEEEsmE s
22. OO 22. 20 22. 40 22 60

m/z 85.10 59.80%

ol 141169197224253
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 97
T e
22.00 22.20 22.40 22.60
5000 m/z 43.10 57.91%
125
ol 15 154182210238266
T e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #134594: Octadecane, 1-chloro- R T B e
57 22.00 22.20 22.40 22.60
m/z 83.10 55.56%
5000 85
29
ok, (113 147175203231250288
A e e e e L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. OO 22. 20 22. 40 22 60

8270-BP082420.M Thu Aug 27 12:31:01 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 2,6,10,14-Hexadecatetraenoi... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.35 11.83 ng 2241460 Perylene-d12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 94
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 90
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 74
5 3,7,11-Tridecatrienoic acid, 4,8... 264 C17H2802 036237-70-4 72

Abundance Scan 3309 (22.351 min): BP003113.D (-3304) (-) m/z 69.10 100.00%

5000

-

22.00 22.20 22.40 22.60

175203 341
o 231 273300 368 410 461489 521 m/z 81.10 55_35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69
a1 22.00 22.20 22.40 22.60
m/z 41.10 16.77%
121 49
ob bt b AL 00 221 273300 sawser av0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
B Bamap e
22.00 22.20 22.40 22.60
5000 m/z 95.10 15.79%
41
109137
0 163191 231 273300 341367 410
L m L B B o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... B B BEEEE LRSS e
69 22.00 22.20 22.40 22.60
m/z 137.10 15.70%
5000
41
136
0 J‘I i07“} %62189219250 &l 332| T T T T
LI e e e e o e L [ s e e e e e e e e e e e e e e e TT T T [ rrror[r _'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60

8270-BP082420.M Thu Aug 27 12:31:02 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 15 unknown22.42 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.42 6.85 ng 1298640 Perylene-di12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2-(4-chloro-3.5-dimet... 302 C15H15CIN40 1000304-79-7 22
2 1H-Pvrazole. 5-chloro-1-methvl-3... 158 C7H11CIN2 1000319-90-4 18
3 Pentanedioic acid. 3.3-dimethvl-... 272 C15H2804 057983-32-1 14
4 Imidazole. 1-hvdroxymethvl-2-nitro- 143 C4H5N303 097987-87-6 11
5 Quinoline, 6-methyl- 143 C10HOSN 000091-62-3 11
Abundance Scan 3321 (22.421 min): BP003113.D (-3314) (-) m/z 143.00 100.00%
5000 \
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
22.20 22.40 22.60 22.80
o 324 360 429 461 490519 550 m/z 135.10 94 220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146062: Acetamide, 2-(4-chloro-3,5-dimethylpyrazol-1-yl)-...
143
5000 IR AR SRR U
nmnmnmnm
m/z 394.35 63.56%
77 302
A POV Bt
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance
143
20,20 22.40 22.60 22.80
5000 m/z 119.00 52.55%
39 8l1pg
e L L L L I B WL LI WL WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #120966: Pentanedioic acid, 3,3-dimethyl-, bis(1-methylpro... N s B R
143 22.20 22.40 22.60 22.80
m/z 129.00 47 .08%
5000 ., 101
e
I T I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2220 2240 2260 2280

8270-BP082420.M Thu Aug 27 12:31:03 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 16 Heptadecane, 9-octyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.73 5.38 ng 1018690 Perylene-di12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3373 (22.727 min): BP003113.D (-3369) (-) m/z 57.10 100.00%
85
5000 j
ISR NN SRR UGS
41169 285 22.40 22.60 22.80 23.00
ol b ],F fow I Z239 T 323355 389417 461490522549 |y 77 05 82.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 AUV AR IR AR
2240 22.60 22.80 23.00
m/z 85.10 66.75%
o J1}i1§{1§9197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
22.40 22,60 22.80 23.00
5000 g5 m/z 43.05 52.48%
29
o 113141169196 240
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane B
57 22.40 22.60 22.80 23.00
m/z 99.10 23.91%
5000 85
L2 ﬂ1?31411§9197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2240 22.60 22.80 23.00

8270-BP082420.M Thu Aug 27 12:31:04 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 17 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

23.00 6.44 ng 1219810 Perylene-d12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 96
2 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 93
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91

Abundance Scan 3419 (22.998 min): BP003113.D (-3413) (-) m/z 57.10 100.00%

85

5000

13 | NI LI L L LB LB L
141 22.60 22.80 23.00 23.20 23.40
o 169107225253281309 372 393 443 490518549

m/z 71.10 84 .29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane

5000 ST e e e
22.60 22.80 23.00 23.20 23.40

m/z 85.10 68 .08%

13141169197225253281309337 379 421449477506
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance
57
A ABEEARE RS R
85 22.60 22.80 23.00 23.20 23.40
5000 m/z 43.10 49 _35%
225
29 113
o 14116097 352
T B e I B e R L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane L R A a S
57 22.60 22.80 23.00 23.20 23.40
m/z 99.05 26.49%
5000
85
29
0 413 169 211 296
I A e R I o A B e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 60 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 18 Docosane, 7-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

23.97 8.37 ng 1586190 Perylene-d12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 95
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
3 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 3584 (23.968 min): BP003113.D (-3574) (-) m/z 57.10 100.00%

5000

i

23.60 23.80 24.00 24.20

141
169 207 239 281309337365393 429 475507 549

0 m/z 71.10 83.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane
5000 LA L L L L LB L

23.60 23.80 24.00 24.20
m/z 85.10 68 .60%

13141169197225253281309337 379 421449477506

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R B A RE
23.60 23.80 24.00 24.20
5000 85 m/z 43.10 48.02%
113 182
o 141 211239267 3%9337364302
T T e T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl- A B o
57 23.60 23.80 24.00 24.20
m/z 99.10 25.04%
5000 85
29 " 295
oL 13141160197225 266 | 323 435
A B I B B e R i aan e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 60 23. 80 24 00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 19 n-Tetracosanol-1 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
24 .06 7.32 ng 1386770 Perylene-d12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 92
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3600 (24.063 min): BP003113.D (-3593) (-) m/z 83.10 100.00%
83
55
111
LR AR R NN

67 209 23.80 24.00 24.20 24.40

ob i 236 283 328355384412 446 477 521549 m/z 97.05 98 _40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 197
5000 LIS L L L LB L B
o5 23. 80 24 00 24. 20 24. 40
m/z 57.10 86.67%
o 29 [153181209237264292320 350378
I B o B e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
B RBAEA maa
23.80 24.00 24.20 24.40
5000 m/z 69.10 72.94%
125
29 153
o 181210238266 308336
T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosy! acetate B RRRaE B
43 23.80 24.00 24.20 24.40
97 m/z 55.05 65.47%
5000
25
ol15 Ll | 158181200 250 202320350378 423
R I I o L A e e R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24. 20 24. 40

8270-BP082420.M Thu Aug 27 12:31:08 2020 Page: 22



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082620\
Data File : BP003113.D

Aca On : 26 Aug 2020 14:24

Operator : CG/JU

Sample : L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
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 20 _.gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.74 22.15 ng 4196390 Perylene-di12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 98
3 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 25
4 N-(3-Chloro-4-fluoro-phenv)-2-(... 329 C14H10CI2FNOS 1000295-12-7 18
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 10
Abundance Scan 3715 (24.739 min): BP003113.D (-3706) (-) m/z 57.10 100.00%
g7
8 s
5000
LA A U
24.40 24.60 24.80 25.00
T 462 503 537 m/z 43.05 86.80%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 L L BN BN SUURRR
24,40 24.60 24.80 25.00
m/z 71.10 74.66%
Ol
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
2440 24.60 24.80 25.00
5000 m/z 85.10 65.21%
107
® s L 414
. 173 255 303, 381
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212394: Ergost 5-en-3-0l, (3beta) LI LI L B LR
43 24.40 24.60 24.80 25.00
m/z 145.10 58.60%
el e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 24,40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP082620\
Data File : BP003113.D

Acq On : 26 Aug 2020 14:24

Operator : CG/JU

Sample - L3793-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP082420_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]
Butane, 2-methoxy... 2.93 40.9 ng 2040990 1 7.66 998866 20.0
n-Hexadecanoic acid 17.97 16.9 ng 1923290 4 17.06 2283420 20.0
Hexadecane, 2,6,1... 18.75 9.3 ng 1056240 4 17.06 2283420 20.0
Octadecanoic acid 19.22 7.4 ng 1158880 5 21.15 3144720 20.0
Isophthalic acid,... 19.38 73.7 ng 11589100 5 21.15 3144720 20.0
13-Docosenamide, ... 19.78 51.0 ng 8022400 5 21.15 3144720 20.0
1-1odo-2-methylun... 19.86 9.6 ng 1507690 5 21.15 3144720 20.0
Squalene 20.07 29.2 ng 4592910 5 21.15 3144720 20.0
Heneicosane 20.71 12.1 ng 1908210 5 21.15 3144720 20.0
1-Heptacosanol 20.88 7.4 ng 1159860 5 21.15 3144720 20.0
Hexatriacontane 21.43 12.1 ng 1905700 5 21.15 3144720 20.0
Tetracosane 22.17 11.3 ng 1779920 5 21.15 3144720 20.0
Sulfurous acid, o... 22.23 18.0 ng 2826740 5 21.15 3144720 20.0
2,6,10,14-Hexadec... 22.35 11.8 ng 2241460 6 23.39 3789870 20.0
unknown22 .42 22.42 6.8 ng 1298640 6 23.39 3789870 20.0
Heptadecane, 9-oc... 22.73 5.4 ng 1018690 6 23.39 3789870 20.0
Octacosane 23.00 6.4 ng 1219810 6 23.39 3789870 20.0
Docosane, 7-hexyl- 23.97 8.4 ng 1586190 6 23.39 3789870 20.0
n-Tetracosanol-1 24 _06 7.3 ng 1386770 6 23.39 3789870 20.0
-gamma.-Sitosterol 2474 22.1 ng 4196390 6 23.39 3789870 20.0
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