LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 4.793 337 341 348 rVB 31483 46028 1.05% 0.271%
2 5.252 414 419 429 rVB 121627 188360 4_.31% 1.111%
3 6.822 679 686 700 rVB 133244 223732 5.12% 1.320%
4 7.169 738 745 755 rVB 138053 217133 4_.97% 1.281%
5 7.628 816 823 830 rBV 164796 260661 5.96% 1.537%
6 7.946 870 877 885 rBV 110991 174192 3.98% 1.027%
7 8.775 1011 1018 1027 rBV 77490 136595 3.12% 0.806%
8 10.404 1286 1295 1305 rBV 196919 343618 7.86% 2.027%
9 12.893 1712 1718 1724 rBV 173606 263144 6.02% 1.552%
10 14.210 1938 1942 1946 rVB 34391 44677 1.02% 0.263%
11 14.275 1946 1953 1960 rBvV 292417 433676 9.92% 2.558%
12 15.169 2101 2105 2110 rVB 43489 52962 1.21% 0.312%
13 15.775 2203 2208 2219 rVB 147486 227594 5.21% 1.342%
14 16.039 2249 2253 2256 rBvV 60121 79413 1.82% 0.468%
15 16.834 2384 2388 2393 rBvV 53896 67161 1.54% 0.396%

16 17.034 2417 2422 2428 rBV 350986 493865 11.30% 2.913%
17 17.581 2511 2515 2518 rBV 56683 65182 1.49% 0.384%
18 17.745 2538 2543 2549 rBV 683167 845352 19.34% 4.986%
19 17.975 2576 2582 2594 rBV 144301 259601 5.94% 1.531%
20 18.257 2625 2630 2639 rVB2 56241 89247 2.04% 0.526%

21 18.863 2727 2733 2735 rBV 3633257 4371564 100.00% 25.782%
22 18.892 2735 2738 2748 rVB2 3165244 3918877 89.64% 23.112%
23 19.022 2755 2760 2764 rVB 527801 559491 12.80% 3.300%
24 19.075 2764 2769 2771 rBV 258878 327732 7.50% 1.933%
25 19.104 2771 2774 2789 rVV3 306758 615418 14.08% 3.630%

26 19.216 2790 2793 2799 rVB4 34784 57216 1.31% 0.337%
27 19.622 2856 2862 2868 rBV 328271 447041 10.23% 2.637%
28 20.086 2938 2941 2944 rBV 50761 56107 1.28% 0.331%
29 20.122 2944 2947 2954 rVV8 31225 56506 1.29% 0.333%
30 20.892 3074 3078 3083 rBvV 77203 102592 2.35% 0.605%
31 21.016 3096 3099 3104 rBV 47393 52260 1.20% 0.308%
32 21.139 3115 3120 3129 rBV 395745 532970 12.19% 3.143%
33 21.322 3148 3151 3156 rVB 47435 54417 1.24% 0.321%

34 21.757 3222 3225 3234 rVB 82827 130900 2.99% 0.772%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 22.227 3301 3305 3309 rVB 100185 128263 2.93% 0.756%
36 22.739 3388 3392 3397 rVB 126526 180350 4._.13% 1.064%
37 23.316 3485 3490 3494 rBV 110566 182059 4.16% 1.074%

38 23.368 3494 3499 3509 rVB 260938 470229 10.76% 2.773%
39 23.974 3597 3602 3610 rVB 102226 199587 4._.57% 1.177%

Sum of corrected areas: 16955772
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

- Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
- BP001631.D

- 16 Jan 2020 17:01

- Ju

- L1004-01 5X

3 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP001631.D

479 525 6.82 7.17 7.63 795 8.78 10.40

0
Time-->

I I
300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP001631.D
18.86

18.89

17.75
19.02

149 1451 1517 604 1683 1754 7 %%826 9.22 2002

Time-->

o
LN N B B O B S N N D B N R B B D B e S B B N B B B D N B B N B B B N B B

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

05

TIC: BP001631.D

21.14 2337
2223 2274 2382 2397
2089132 2176 2225 < £ A

Time--> 20

.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

4.79 3.53 ng 46028 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 340 (4.787 min): BP001631.D (-337) (-) m/z 43.10 100.00%
a3
5000
10 440 460 480 500 520
ol 3 ,I A 193223252 287 341369400429 468499535 . 'm/z 59.10  44.95%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SRS RN

440 4.60 4.80 500 5.20
m/z 101.00 16.73%

15 ‘ 101
c,ﬂwi,”..ﬁ..w..” RN B R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
T T T T T T T
440 4.60 4.80 5.00 5.20
5000 m/z 58.00 11.13%
101
15 70
O T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4023: Diacetamide
43 440 4.60 4.80 5.00 5.20
m/z 40.95 7.80%
5000
73
101
O—r—rt e e e e R e o RN e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 2 unknown7.17 Concentration Rank 6

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

7.17 16.66 ng 217133 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 10

Abundance Scan 745 (7.169 min): BP001631.D (-738) (-) m/z 132.00 100.00%
132
68 AL
5000
40 | 9% BRAASRARAS RARRARERARY

6.80 7.00 7.20 7.40 7.60
68.05 52.74%

o 160191222 255283311342 388 429459 494 545 m/z

wﬁmﬁwﬁm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
6.80 7.00 7.20 7.40 7.60
33 0 97‘ m/z 66.00 43.24%
o,njﬂﬂﬂk“h.”,.”. .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56 132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 33.48%
27 91
O T T T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: 1H-Benzimidazole, 2-methy!- e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.00 24 .26%
5000
27 ﬁ392
-7
m/z--> 0 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\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.22 ng 79413 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Hexadecane. 4-methvl- 240 C17H36 025117-26-4 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 90
5 Dodecane 170 C12H26 000112-40-3 90
Abundance Scan 2253 (16.039 min): BP001631.D (-2249) (-) m/z 57.10 100.00%
g7
5000
85
R BRI SUREURN SN B
113 15.80 16.00 16.20 16.40
ol A4 LT 247 181 230 262 296327357 308426 459 493524 17z  43.05  88.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83025: Hexadecane
57
5000 LRI B SULRLLN UL B
g5 15. 80 16. oo 16. 20 16 40
29 m/z 71.10 56.27%
ol 4. \“J }13141169197226
m/z--> 55 160 150 200 250 300 3éo 460 4%0 560 séo
Abundance
43
71 R BRI SO SN B
15.80 16.00 16.20 16.40
5000 m/z 41.00 48 .09%
. 99 127 168197225
m/z--> 55 160 1%0 200 250 300 3éo 460 4%0 560 séo
Abundance #141431: Eicosane, 10-methyl- AR S
57 15.80 16.00 16.20 16.40
m/z 85.10 32.05%
o 113 1‘?4.183211239 281
m/z--> 55 160 150 200 250 300 3éo 460 4%0 560 séo 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 10-Methylnonadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.83 2.72 ng 67161 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86
Abundance Scan 2387 (16.828 min): BP001631.D (-2384) (-) m/z 57.05 100.00%
57
- WMW—)LL/W
85
13 192 16.60 16.80 17.00 17.20
ok A VAL £7140 192220047 288316 357 394426 460 520547 o a3 05 g6. 770
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129494: 10-Methylnonadecane
57
85
5000 LB B SULIILE B SURR
16.60 16.80 17.00 17.20
154 m/z 71.05 57.72%
29
0|||"|‘|‘|“|H““’1 \\ “ |||||2|6|7|||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
" 16.60 16,80 17.00 17.20
5000 P m/z 41.00 41.96%
29 113 169
0|""|""|"'1"K|)"" "'%43"' DN N SN LI WL
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane a  BEamEEE S
16.60 16.80 17.00 17.20
m/z 85.05 33.88%
5000
o 226
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 Nonadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.58 2.64 ng 65182 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2515 (17.581 min): BP001631.D (-2511) (-) m/z 57.05 100.00%
57
5000 85
113 155 17.20 17.40 17.60 17.80
Ob M A A L, 1200 207236 268296325354383 A17 449477505 544 | 7, 43,05  87.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57
5000 85

17.20 17.40 17.60 17.80
m/z 71.05 62.62%

29 113
0 \‘ J ‘ H L u‘ 141169197225 268
”..,.”.,...,............ L ISELE R e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R A EmE R
17.20 17.40 17.60 17.80
5000 85 m/z 41.00 51.18%
140
113 182 226
O T o o e o 8 L e o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48833: Tridecane

17.20 17.40 17.60 17.80
m/z 85.05  44.95%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 20 17. 40 17. 60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.75 34.23 ng 845352 Phenanthrene-d10 17.03
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 96
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
Abundance Scan 2544 (17.751 min): BP001631.D (-2538) (-) m/z 74.00 100.00%
2
so00] 43
143 227 LN PRI BN UL I
185 270 17.40 17.60 17.80 18.00
ob AL | J |y 210200 341376 419447 489 536 | o g5.95  72.85%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 LN PRI BN UL B
43 17.40 17.60 17.80 18.00
143 m/z 43.05 50.38%
s PRI s A pan
Abundance
74
17.40 17.60 17.80 18.00
5000 43 m/z 41.10 41_.47%
o 115" 185 g
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95859: Methyl tetradecanoate
74 17.40 17.60 17.80 18.00
m/z 55.05 39.04%
5000
43 3
0l 15, H i a2
mz-> 0 50 1(')0 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.97 10.51 ng 259601 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Decanoic acid 172 C10H2002 000334-48-5 78
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 2581 (17.969 min): BP001631.D (-2576) (-) m/z 43.05 100.00%
4373
5000
171213 17.60 17.80 18.00 18.20
256,83 337 371402429 474504 536

0 m/z 60.00 82 .66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid

43 73

5000 256 A T
129 17.60 17.80 18.00 18.20

m/z 41.00 80.76%
\

213
157185
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

17.60 17.80 18.00 18.20

5000 129 m/z 72.95 78.41%
199
101 157 242
015
T e L B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39474: n-Decanoic acid ; .... P
73 17. 60 17. 80 18 00 18. 20

m/z 55.05 70 .88%

129
5000
43
01
. L oy | 172
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_

IIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
| I | T T T | T

m/z--> 0 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\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.26 3.61 ng 89247 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Octane. 5-ethvl-2-methvl- 156 C11H24 062016-18-6 76
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 74
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 74
5 Pentadecane 212 C15H32 000629-62-9 74
Abundance Scan 2631 (18.263 min): BP001631.D (-2625) (-) m/z 57.05 100.00%
57
5000 J85
SRR SR UGN BN
113 18.00 18.20 18.40 18.60
155 243
Y .A.J.“', iy 20183 215505 282310 356 402 445476504532 | 7y 43.10  92.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57
5000 LI I SN SN SR
85 18.00 18.20 18.40 18.60
29 m/z 71.10 46.13%
ol L s ;41;69197225253282
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
SRR BRI U BN
71 18.00 18.20 18.40 18.60
5000 m/z 41.00 37 .69%
0 98127156
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- R Bt B e
57 18.00 18.20 18.40 18.60
m/z 85.10 36.01%
5000 85
28
183
ol A bl 3 1957 310
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.86 177.04 ng 4371560 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 98
4 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 97
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 95
Abundance Scan 2733 (18.863 min): BP001631.D (-2727) (-) m/z 67.00 100.00%
67
5000 9%
3 23150 18.60 18.80 19.00 19.20
178 263 - : : :
Ol vl h.\ {0 220 “P°294326 375404433 470503532 | nz7 5500  82.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67
5000 95
18.60 18.80 19.00 19.20
39 ‘ m/z 81.05 77.43%
123
Ol ‘\IH‘I\ I .‘“‘.““:.LTO.'].J?. —_— |2§2”2|94| e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
67
R AR I AR B
95 18.60 18.80 19.00 19.20
5000 m/z 41.00 74.91%
29
. 123150175 .5 263294
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67 18.60 18.80 19.00 19.20
m/z 95.05 49 .83%
5000 95
. Fﬁ%1?9178 220 263°%
m/z--> §0 160 1éo 200 250 300 3%0 460 4éo 560 séo 18.60 18.80 19.00 1920
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 11 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.89 158.70 ng 3918880 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 97
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 96
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 94
4 Methvl mvristoleate 240 C15H2802 056219-06-8 93
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
Abundance Scan 2738 (18.892 min): BP001631.D (-2735) (-) m/z 55.00 100.00%
5000 3
1 264
137 180 222 18.60 18.80 19.00 19.20
ol b oL 296341 388 429 464 516546 n75 41 10 76.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141292: 13-Octadecenoic acid, methyl ester
55
5000
3 18.60 18.80 19.00 19.20
264 m/z 43.10 55.00%
LU o 22 T
o) S— I‘ ‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
bs 18.60 18.80 19.00 19.20
5000 m/z 69.10 49 _.56%
o 111
. 138 180 222 264 296
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141284: 12-Octadecenoic acid, methyl ester

18.60 18.80 19.00 19.20
m/z 74.00 42.89%

5000

m/z--> 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\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.02 22 .66 ng 559491 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 91
4 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2760 (19.022 min): BP001631.D (-2755) (-) m/z 73.95 100.00%
!
43
5000
18 199 26 ' 18:80 19.00 19.20 19.40
298
o Al gL, | a7 Tor [ 2% sazseosesaze apaorsze g7 00 72.43%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143128: Methyl stearate
74
5000{ 43 LR SULRLN BN SULRUSN B
18.80 19.00 19.20 19.40
143 o9 255 - m/z 43.05 55.65%
oy L o L0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74
18.80 19.00 19.20 19.40
5000 m/z 41.05 41.63%
143 255
199 298
o 110171 | 207
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95897: Tridecanoic acid, 12-methyl-, methyl ester
74 18.80 19.00 19.20 19.40
m/z 55.05 40.47%
5000{ 43
143 199
mz-> 0 55 160 1%0 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.07 13.27 ng 327732 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 98
2 9-Hexadecvn-1-ol 238 C16H300 1000342-40-3 93
3 5-Octadecvne 250 C18H34 071899-42-8 86
4 8-Dodecen-1-ol. (2)- 184 C12H240 040642-40-8 86
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 83
Abundance Scan 2768 (19.069 min): BP001631.D (-2764) (-) m/z 67.05 100.00%
67
5000
¥ 202 18:80 19.00 19.20 19.40
23 280 : . :
0 163 239 329 363 400429 460 495522 n/z 41.05  77.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67
95
5000
18.80 19.00 19.20 19.40
m/z 55.00 74.12%
‘ 23 280
0 : .“‘l“l‘““l“‘l“‘l“‘fl“‘.“F’.L?].-.1.8.2?].-0. ——r l B B T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
67
31 18.80 19.00 19.20 19.40
5000 95 m/z 81.05 72.95%
124
o 164 238
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102604: 5-Octadecyne R e o
18.80 19.00 19.20 19.40
m/z 95.05 49.37%
5000
09 .
o 166193221 250
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40

8270-BP010820-M Fri Jan 17 11:39:20 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 cis-10-Nonadecenoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.10 23.09 ng 615418 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 78
2 Oleic Acid 282 C18H3402 000112-80-1 76
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 64
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 62
5 cis-1,2-Cyclododecanediol 200 C12H2402 004422-05-3 58

Abundance Scan 2773 (19.098 min): BP001631.D (-2771) (-) m/z 55.00 100.00%

55
5000

18.80 19.00 19.20 19.40
m/z 41.10 69.59%

264
138 180 222 293323 355384415 463 497525

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141266: cis-10-Nonadecenoic acid

5000 8
18.80 19.00 19.20 19.40

11 m/z 43.10 59_.51%
38166194 236 2'°

0,”...u
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41
18.80 19.00 19.20 19.40
5000 69 m/z 69.10 54.82%
97
124 166 220 264
O r T R T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129349: 9-Octadecenoic acid, (E)-
55 18.80 19.00 19.20 19.40
m/z 83.10 44 .63%
5000
2
Oyttt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40

8270-BP010820-M Fri Jan 17 11:39:21 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 15 3-Eicosene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.89 3.85 ng 102592 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 72
3 Cvclohexane. (l-hexvltetradecvl)- 364 C26H52 004443-60-1 64
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 58
5 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 58
Abundance Scan 3078 (20.892 min): BP001631.D (-3074) (-) m/z 57.05 100.00%
57
5000
105 I I I I
163 e o B RN
207 540282 20.60 20.80 21.00 21.20
ok l.J.,.... L 00246282 341 401433 484 883 | Chgo 4305 83.600%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #127771: 3-Eicosene, (E)-
57
97
5000 LI B BRI S B
20.60 20.80 21.00 21.20
m/z 55.10 48 .50%
o125, | \ | ‘L 139 182 224 260
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o 20,60 20.80 21.00 21.20
5000 m/z 41.05 47 .65%
139
NES 181 222 264 306 348 391 432 504 549 650
mﬂmﬁmﬁmﬁm
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #193382: Cyclohexane, (1-hexyltetradecyl)- I EAmEmEEE RS
43 20.60 20.80 21.00 21.20
83 m/z 71.10 44 _34%
5000
25 181
0 223 2?0 320 362
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 550 600 650 20.60 20.80 21.00 21.20

8270-BP010820-M Fri Jan 17 11:39:21 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 16 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.76 4.91 ng 130900 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 87
4 Docosane. 7-butvl- 366 C26H54 055282-15-0 83
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 3226 (21.763 min): BP001631.D (-3222) (-) m/z 57.10 100.00%

5000

21.40 21.60 21.80 22.00
m/z 43.05  76.74%

o 13 155 189 224 258286314341371 417 461 498 548
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #100330: 2-Bromo dodecane
57
5000 85 LA L L L L L B
21.40 21.60 21.80 22.00
- m/z 71.05 54.23%
13 169
Ot 28
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R EENEEEE S SRR
21.40 21.60 21.80 22.00
5000 a5 m/z 85.10 41.55%

113
141169197 239367206 352

A N e L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83051: Dodecane, 2-methyl-6-propyl- L N Saa ML ek
21.40 21.60 21.80 22.00

m/z 41.05 35.17%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. OO

8270-BP010820-M Fri Jan 17 11:39:22 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 17 Heptadecane, 9-octyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.23 4.81 ng 128263 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3305 (22.227 min): BP001631.D (-3301) (-) m/z 57.10 100.00%
7
5000 85
13141 183 22.00 22.20 22.40 22.60
ol AL LA FTI8L 188 205 267004 343571400430461 500533 | o 4305 72, 16%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LB BULIULN SULRILE BN B

22. OO 22. 20 22. 40 22 60
m/z 71.05 49._40%

\ﬂd 941169197 239)67204323352

0 ..w,.. s A T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
e T e
22.00 22.20 22.40 22.60
5000 o m/z 85.10 39.29%
29
o 113141 183211239 273301 343371 414
T e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane AL B BN
57 22.00 22.20 22.40 22.60
m/z 41.05 25.25%
5000 85
29
o1 f}3141169197225253 296
[ T 1 T T ] e [ e e e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. OO 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 18 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.74 7.67 ng 180350 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tricosane 324 C23H48 000638-67-5 90
Abundance Scan 3392 (22.739 min): BP001631.D (-3388) (-) m/z 57.10 100.00%
57
5000 85 “
113 22.40 22.60 22.80 23.00
141169
O L L 727197225 265 209300356 386415 463496524 7, 43.05  78.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57
85
5000 RBARUEUARSUAREE
22. 40 22. 60 22. 80 23.00
- m/z 71.10 57.93%
J hh ﬂ‘}?1}§9197225253 338
m/z--> 5b 100 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance
57
22.40 22,60 22.80 23.00
5000 85 m/z 85.10 41 .24%
o 113141169197 239267294323352
m/z--> 5b 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance #202662: Heptacosane T
57 22.40 22.60 22.80 23.00
m/z 41.05 29.21%
5000
85
o %9 J113141169197225253281 323351380
m/z--> 5'0 1(')0 1&'30 200 250 300 350 400 4éo 5(')0 5&'30 22. 40 22. 60 22. 80 23. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 19 Eicosane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.32 7.74 ng 182059 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 96
2 Heptacosane 380 C27H56 000593-49-7 96
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 90
Abundance Scan 3491 (23.321 min): BP001631.D (-3485) (-) m/z 57.10 100.00%
sl
5000 ,Mﬂquwnﬁﬁ\,,/\\KMM,_WMWMpMV«
T mom e s s 75100 250 2540 2350
ol A d b e 227 239 207 337371 414 474 536 ;m/z 43.05  68.06Y%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209567: Eicosane, 9-octyl-
43
5000 85 U SRR
23.00 23.20 23.40 23.60
281 m/z 71.05 52.11%
O kL L 5169 20| 322 365
mz--> 0 55 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
23.00 23.20 23.40 23.60
5000 m/z 85.05 42 .00%
99
ol 2B 10 188 225 267 323 am0 e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T B e i
57 23.00 23.20 23.40 23.60
m/z 41.00 28.13%
- MA/\/\/V\J\VMM\A
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
miz-> 0 50 100 1&'30 200 250 300 350 400 450 500 550 600 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001631.D

Aca On : 16 Jan 2020 17:01

Operator :© JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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 20 Silane, trichlorooctadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.97 8.49 ng 199587 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Behenvl chloride 344 C22H45CI 042217-03-8 87
5 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 87
Abundance Scan 3601 (23.968 min): BP001631.D (-3597) (-) m/z 57.10 100.00%
57
% 23.60 23.80 24.00 24.20
155 : : : :
ob AL, 155 209243 282313 362 401 441475 523 | sz 43.10  70.18%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #205394: Silane, trichlorooctadecyl-
57
5000 AU BRI UL B
23.60 23.80 24.00 24.20
m/z 71.10 54_.41%
o2 \ uﬂ‘dﬁ‘“ 175 217 259 303 343 386
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
23.60 23.80 24.00 24.20
5000 m/z 85.10 37.08%

99
ok 141 183 225 267 309 380

EE

e Y ikl /R M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e ot
517 23.60 23.80 24.00 24.20
m/z 55.00 29.75%
5000

is

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

L A S I SR e L -,

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24 00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP011620\
Data File : BP001631.D

Acq On : 16 Jan 2020 17:01

Operator : JU

Sample : L1004-01 5X

Misc :

ALS Vial : 3 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]
2-Pentanone, 4-hy... 4.79 3.5 ng 46028 1 7.63 260661 20.0
unknown7 .17 7.17 16.7 ng 217133 1 7.63 260661 20.0
Hexadecane 16.04 3.2 ng 79413 4 17.03 493865 20.0
10-Methylnonadecane 16.83 2.7 ng 67161 4 17.03 493865 20.0
Nonadecane 17.58 2.6 ng 65182 4 17.03 493865 20.0
Hexadecanoic acid... 17.75 34.2 ng 845352 4 17.03 493865 20.0
n-Hexadecanoic acid 17.97 10.5 ng 259601 4 17.03 493865 20.0
Eicosane 18.26 3.6 ng 89247 4 17.03 493865 20.0
9,12-Octadecadien... 18.86 177.0 ng 4371560 4 17.03 493865 20.0
13-Octadecenoic a... 18.89 158.7 ng 3918880 4 17.03 493865 20.0
Methyl stearate 19.02 22.7 ng 559491 4 17.03 493865 20.0
9,12-Octadecadien... 19.07 13.3 ng 327732 4 17.03 493865 20.0
cis-10-Nonadeceno... 19.10 23.1 ng 615418 5 21.14 532970 20.0
3-Eicosene, (E)- 20.89 3.9 ng 102592 5 21.14 532970 20.0
2-Bromo dodecane 21.76 4.9 ng 130900 5 21.14 532970 20.0
Heptadecane, 9-oc... 22.23 4.8 ng 128263 5 21.14 532970 20.0
Tetracosane 22.74 7.7 ng 180350 6 23.37 470229 20.0
Eicosane, 9-octyl- 23.32 7.7 ng 182059 6 23.37 470229 20.0
Silane, trichloro... 23.97 8.5 ng 199587 6 23.37 470229 20.0
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