LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample : L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3491.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.117 373 379 409 rBV 1612384 2629159 4.69% 1.779%
2 6.711 639 650 674 rBV 1672154 2856998 5.09% 1.933%
3 7.499 777 784 794 rBV 381224 613097 1.09% 0.415%
4 8.652 974 980 991 rVV 1159461 1968332 3.51% 1.332%
5 10.275 1247 1256 1265 rBV 543790 1012649 1.81% 0.685%
6 12.028 1550 1554 1560 rVB 400338 569237 1.02% 0.385%
7 12.775 1673 1681 1687 rBV 2525493 3848573 6.86% 2.604%
8 12.934 1701 1708 1717 rBV5 217372 598559 1.07% 0.405%
9 13.516 1803 1807 1814 rVB 424352 761505 1.36% 0.515%
10 13.987 1882 1887 1896 rVB3 719698 1436054 2.56% 0.972%
11 14.157 1913 1916 1922 rVB 642856 957746 1.71% 0.648%
12 14.269 1930 1935 1941 rVB2 488239 806236 1.44% 0.546%
13 14.434 1955 1963 1970 rVB 881810 1739644 3.10% 1.177%
14 15.663 2167 2172 2180 rBV 1569142 2289694 4.08% 1.550%
15 15.928 2211 2217 2226 rVB 694892 1108037 1.98% 0.750%
16 16.175 2254 2259 2263 rVB 616057 786139 1.40% 0.532%
17 16.281 2273 2277 2281 rVV 1382491 1718617 3.06% 1.163%
18 16.916 2381 2385 2395 rVB 551439 819827 1.46%  ©.555%
19 17.551 2488 2493 2497 rW 661127 861227 1.54% 0.583%
20 17.763 2525 2529 2533 rBV 706876 858165 1.53% 0.581%
21 17.845 2538 2543 2550 rVV 1809349 2599075 4.63% 1.759%
22 18.675 2680 2684 2691 rVWW 792187 1138056 2.03% 0.770%
23 18.898 2717 2722 2727 rBV 792481 1087149 1.94% 0.736%
24 19.075 2749 2752 2756 rVV 864871 989245 1.76% 0.669%
25 19.133 2757 2762 2768 rVV 1772921 2429214 4.33% 1.644%
26 19.504 2820 2825 2829 rBV 3443489 3887624 6.93% 2.631%
27 19.822 2876 2879 2883 rVB 685293 755589 1.35% 0.511%
28 20.010 2907 2911 2914 rBV 926797 1023117 1.82% 0.692%
29 20.175 2934 2939 2942 rBV3 1357087 2428967 4.33% 1.644%
30 20.210 2942 2945 2948 rVV 2065808 2396808 4.27% 1.622%
31 20.304 2955 2961 2965 rBV2 798385 1391164 2.48% 0.941%
32 20.757 3034 3038 3042 rBV 1346827 1605485 2.86% 1.086%
33 20.975 3071 3075 3078 rVV 898422 1061639 1.89% 0.718%
34 21.027 3080 3084 3088 rVB 788557 992527 1.77% 0.672%
35 21.116 3094 3099 3101 rBV 1060325 1339156 2.39% 0.906%
36 21.145 3101 3104 3107 rVV 2292240 2758458 4.92% 1.867%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample : L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.186 3107 3111 3117 rVV2 1191149 1897554  3.38%  1.284%
38 21.604 3178 3182 3192 rVB 1200054 1543241 2.75% 1.044%
39 21.869 3222 3227 3231 rBV 879621 1212871 2.16% 0.821%
40 22.051 3251 3258 3263 rBV 2730969 4772183 8.51%  3.230%
41 22.092 3263 3265 3269 rVB 546691 568480 1.01% ©.385%
42 22.174 3275 3279 3287 rBV2 482022 899834 1.60% 0.609%
43 22.539 3337 3341 3356 rVB 880672 1638466 2.92% 1.109%
44 22.921 3401 3406 3411 rBV 623265 1013466 1.81% ©.686%
45 23.092 3430 3435 3439 rBV 787496 1422555 2.54% ©.963%
46 23.151 3439 3445 3450 rVV2 1810707 4091141 7.30% 2.769%
47 23.198 3450 3453 3460 rVB2 878544 1584768 2.83% 1.072%
48 23.721 3537 3542 3552 rVB 501515 1054075 1.88% ©.713%
49 24.280 3631 3637 3645 rVB 467471 950345 1.69% 0.643%
50 24.486 3660 3672 3679 rBV3 457195 1613520 2.88% 1.092%
51 24.586 3680 3689 3697 rBV2 1567604 4165925 7.43%  2.819%
52 26.151 3945 3955 3967 rBV5 734411 2565848 4.58% 1.736%
53 26.333 3977 3986 3999 rVB3 638149 2395110 4.27% 1.621%
54 26.545 4013 4022 4023 rBV 1237806 2177892 3.88% 1.474%
55 29.168 4427 4468 4476 rBV2 6567363 56078232 100.00% 37.950%

Sum of corrected areas: 147768274
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP003491.D\data.ms
6000000
5000000
4000000
3000000

2000000 5117 6.711

8.652
1000000

10.275

7.499

0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP003491.D\data.ms

6000000
5000000
4000000 19.504

3000000

2000000 15.663 16,281

|

15986115 165916

1000000

e AN
Time--> 1200 1250 13.00 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP003491.D\data.ms

6000000
5000000
4000000
3000000

2000000

1000000

O‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 2050 21.00 21.50 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\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown13.98 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.087 20.99 ng 1436050  Acenaphthene-d10 14.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 46

11

2 1-Nonene, 4,6,8-trimethyl- 168 C12H24

3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28

4 1-(3-Isobutyryl-bicyclo[1.1.1]pe... 208 C13H2002
5 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S

Abundance Scan 1887 (13.987 min): BP003491.D\data.ms (-1882) (-

054410-98-9 35
080655-44-3 30
1000287-95-8 30
1000309-14-5 27

m/z 71.10 100.00%

71.1
193.2
5000
=
‘J# 14.00
ob LLAMARESE, |, 2810339.0 403746205202 1/, 57,10 74.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000 T
14.00
“ m/z 85.10 70.86%
‘\\‘\"\“\‘\“\“\H\g“\.‘\o“\\\\‘\\\\‘\2\8\\8i9\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36803: 1-Nonene, 4,6,8-trimethyl-
43.0
=
14.00
5000 ITI/Z 193.20 68.48%
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene T
193.0 14.00
m/z 43.10 59.25%
123.0
5000
55.
"m,u}atm“‘HmHHH_Hwwawww_ _—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.434 36.33 ng 1739640  Acenaphthene-d10 14.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
5 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 53

Abundance Scan 1963 (14.434 min): BP003491.D\data.ms (-1955) (- m/z 71.10 100.00%

71.1
5000
—7
‘ \ | 1692 5392 340.8 415.7 488.0547. 14.50
O e R m/z 57.10  75.86%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 T
14.50
m/z 85.10 74.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28445: Octane, 2,4,6-trimethyl-
57.0
—5
14.50
5000 ITI/Z 43.10 64.69%
|JH“7-°
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48894: Decane, 2,3,5-trimethyl- —
57.0 14.50
m/z 41.10 27.09%
5000
141.0
w‘m‘Jm"_‘H‘mW‘H‘mWm_m_m_m_m_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Nonane, 3-methyl-5-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.928 27.03 ng 1108040 Phenanthrene-d10 16.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 3-Ethyl-3-methylheptane 142 C1OH22 017302-01-1 64
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64

Abundance Scan 2217 (15.928 min): BP003491.D\data.ms (-2211) (- m/z 71.10 100.00%
71.1

.

5000
—
B0 2o
b UL L 215:2 281.0 3553 43655027 n/7 57.10  80.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 T

16.00
m/z 85.10  73.58%

7.0
J\ ‘| Allh [ ‘197'0 296-0

‘\\“\l\"\‘\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48914: Nonane, 3-methyl-5-propyl-

57.0

.

7
16.00

5000 m/z 43.10 60.38%

127.0
l Jod 1]

|
ey A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane —
57.0 16.00

m/z 99.10  27.18%

-

5000

.

11 2270 197.0 267.0 380.0

A A -
O AL N T B L B L L L L DL L B B T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.281 41.93 ng 1718620 Phenanthrene-d10 16.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
3 Pentacosane 352 C25H52 000629-99-2 78
4 Heneicosane 296 C21H44 000629-94-7 72
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 58

Abundance Scan 2277 (16.281 min): BP003491.D\data.ms (-2273) (- m/z 71.10 100.00%

71.1
5000
— —
\ P55'2 16.00 16.50
0rrrph M WLy 25333164 425148345416 4/, g5.10  78.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 U AL
16.00 16.50
m/z 57.10 77.99%
J 30 2250
‘\\\‘"\‘f‘\i\J‘\ll\i\%“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
— —
16.00 16.50
5000 ITI/Z 43.10 65.48%
169.0
T a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane T —
57.0 16.00 16.50
m/z 99.10 31.05%
5000

7.0
LTES 2110 2810 3520

‘ ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 2-Bromo dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.845 63.41 ng 2599080  Phenanthrene-die 16.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
2 Heptadecane 240 C17H36 000629-78-7 83
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
4 Pentacosane 352 C25H52 000629-99-2 78
5 2-methyloctacosane 408 C29H60 1000376-72-8 72

Abundance Scan 2543 (17.845 min): BP003491.D\data.ms (-2538) (- m/z 71.10 100.00%
71.1

3

5000
‘ ‘F 2132 17.50 18.00
ol A bbbyl Ll 2132 2810 354.0414.94761534.9 ./, g5 19  83.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100330: 2-Bromo dodecane
57.0
5000 T —

17.50 18.00

m/z 57.10 80.87%
169.0

l‘\ } IJ\ |

‘\H\[Hr\‘!\\\‘\H\’\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94345: Heptadecane

:

17.50 18.00
5000 m/z 43.10 64.62%

:

Ul pro 2100
R R A RARAE R R SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202264: Octadecane, 1-iodo-
57.0 17.50 18.00

m/z 99.10  35.55%

5000

A\ ‘}J‘FF\‘\ ‘ 253.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.50 18.00

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclotetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.675 27.76 ng 1138060  Phenanthrene-d10 16.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 95
2 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 n-Pentadecanol 228 C15H320 000629-76-5 94
5 n-Heptadecanol-1 256 C17H360 001454-85-9 94

Abundance Scan 2684 (18.675 min): BP003491.D\data.ms (-2680) (-  m/z 83.10 100.00%

83.1
5000
—— —
‘ 41 2242 18.50 19.00
of A LLLLEPAL 2282 3064 301.9453.1 6241 ./, 97,10  79.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58280: Cyclotetradecane
55.0
5000 — —

18.50 19.00
m/z 69.10 78.87%

L sseo

‘HH’HH“HH"HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\

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

-

Abundance #81249: 7-Hexadecene, (Z)-
55.0
—— —
18.50 19.00
5000 ITI/Z 55.10 74 .43%
l‘h } 1950 2240 M
1 |
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1 — —
83.0 18.50 19.00
m/z 57.10 59.95%
5000

-

thAO 238.0

19.0 ;

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heptacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.898 26.52 ng 1087150  Phenanthrene-d10 16.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 59

Abundance Scan 2722 (18.898 min): BP003491.D\data.ms (-2717) (- m/z 71.10 100.00%

71.1
5000
= —T
’f 2112 18.50 19.00
Omv‘u""i"“Mm“HH‘277‘0‘34‘0“9”‘4‘:‘[%:"““59‘2‘2“‘ m/z 85.10  80.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
5000 = —
18.50 19.00
m/z 57.10 75.36%
(L A270 197.0 267.0  380.0
\\\\‘\\\\‘\\\!‘\1\\‘!\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.0
— —
18.50 19.00
5000 ITI/Z 43.10 50.43%
1 3.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48914: Nonane, 3-methyl-5-propyl- T —
57.0 18.50 19.00
m/z 99.10 35.02%
h Aj\\/JL/\
127.0
WL e e i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.133 48.95 ng 2429210 Chrysene-d12 21.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 78
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 58
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58

Abundance Scan 2762 (19.133 min): BP003491.D\data.ms (-2757) (- m/z 71.10 100.00%
71.1

%

5000
H‘\l 2 D112 19.00 19.50
ol b H“Jlu‘u“??%%?4%94031‘_‘59??‘_ m/z 85.10 85.01%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 = ==

19.00 19.50
m/z 57.10  78.16%
| |PF1 ' 197.0  296.0

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

—

Abundance #141431: Eicosane, 10-methyl-
57.0
19.00 19.50
5000 m/z 43.10 57.96%
ul 22120 2810
R R S RARRRRRRRRRERREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94355: Hexadecane, 2-methyl- — —
57.0 19.00 19.50

m/z 99.10 40.67%

5000

WL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

=
©
~
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.304 28.03 ng 1391160 Chrysene-d12 21.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87

Abundance Scan 2961 (20.304 min): BP003491.D\data.ms (-2955) (- m/z 57.10 100.00%
57.1

5000

-

o

| | F 71 1975 20.00 20.50
. |
AL 3972 281138034008 4902548 1/, 71,19  87.43%

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

o

a1
~!
o

5000 = o
20.00 20.50

m/z 85.10 67.05%

o

UL 1670 2s60
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #194493: Hexacosane
57.0

F

- —T
20.00 20.50
5000 m/z 43.10 58.73%

o

\J || 1270 197.0 267.0  367.0

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

a

Abundance #94356: Tetradecane, 2,6,10-trimethyl- T ——
57.0 20.00 20.50
m/z 41.10 26.98%
5000
155.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.757 32.35 ng 1605490 Chrysene-d12 21.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3038 (20.757 min): BP003491.D\data.ms (-3034) (- m/z 57.10 100.00%
57.1

5000 W\JL
o .
HFE 1972 20.50 21.00
ol LLdLLI ;1972 2671 3523 429048915464 1/, 7119 87.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57.0
5000 e -
20.50 21.00
m/z 85.10 67.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
O “
20.50 21.00
5000 m/z 43.10  59.52%
7.0 239.0
AMS L T see0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane T ——
57.0 20.50 21.00
m/z 55.05 31.38%
B NM
LRI 197.0 2670 367.0
"H,H‘w‘H‘W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270-BP091520.M Tue Oct 06 13:34:27 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknown21.11 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.116 26.98 ng 1339160 Chrysene-d12 21.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 49
2 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 46
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 43
4 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 43
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 43

Abundance Scan 3099 (21.116 min): BP003491.D\data.ms (-3094) (-  m/z 69.10 100.00%
69.1

%

5000
53.2
m l vses 3 21.00 21.50
. 41.1415.9 503.2 9
Ot L L e P A S ey M/z 71,10 63.55%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #242842: Octatriacontyl pentafluoropropionate
57.0
5000 L AL
21.00 21.50
m/z 57.10 53.09%
J‘ ] Jﬁ 281.0355.0429.0 532.0 678.
\HI‘H\\‘\H\‘\H\‘HH‘HH‘HH‘\\H‘H\\‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57.0
e e
21.00 21.50
5000 ITI/Z 83.10 48.76%

ﬁgx ,,.222.0 306.0 391.0 504.0 650.0

Hm‘uu‘u‘wH‘w‘Hw‘H‘_H‘_H‘_‘H_‘H‘HH‘HH‘H‘WH‘W

m/z--> 0 50 100150200250300350400450500550600650
Abundance #235928: Octacosyl trifluoroacetate

57.0 21.00 21.50
m/z 85.10 40.94%

%

5000

4?;“ 222.0 364,0437.0

m/z--> 0 50 100150200250300350400450500550600650 21.00 21.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.145 55.58 ng 2758460 Chrysene-d12 21.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 78
3 Decane, 3-methyl- 156 C1l1H24 013151-34-3 47
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 47
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 47

Abundance Scan 3104 (21.145 min): BP003491.D\data.ms (-3101) (- m/z 71.10 100.00%
71.1

%

5000
1.1
l ‘ 12 21.00 21.50
o L[ Bl2 2811 3511 4228 5349 ) g5 1 oe.35%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57.0
5000 = i

21.00 21.50
m/z 57.10 77.84%

1 \Fﬁ ||, 211.0 281.0 352.0

l L1
‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #94355: Hexadecane, 2-methyl-
57.0

%

21.00 21.50
5000 m/z 43.10  49.40%

mh i

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

-

Abundance #28429: Decane, 3-methyl-
57.0 21.00 21.50
m/z 99.10  48.25%
5000
126.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.186 38.24 ng 1897550 Chrysene-d12 21.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 3111 (21.186 min): BP003491.D\data.ms (-3107) (- m/z 57.10 100.00%
57.1

—

5000
21.00 21.50
127.1
197.2
O‘HH,HA\]\”MF\\‘M"\‘\“\‘\\2‘6\6\3\?\)‘\\\\3‘66\14‘\”\“1\7\??}5%5\"]7 m/z 71.10  80.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane
57.0
5000 — T

21.00 21.50
m/z 85.10 62.78%

‘\\“Tg’\j\‘\l\)‘]k\ﬁ‘\v“\\\\‘\2\%?‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
= —

21.00 21.50
5000 m/z 43.10 59.56%

LA 197.0 2670 367.0

_‘mqu‘W‘H‘_uH‘H‘W‘H‘“‘H,H‘W‘H‘“‘H,H‘W‘

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

Abundance #117638: Nonadecane
57.0 21.00 21.50

m/z 41.10  28.35%

=

5000

\‘ | J‘:LF7 0 197.0 268.0

‘\\\\’\\\\‘\\‘\\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.604 31.10 ng 1543240 Chrysene-d12 21.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 91

Abundance Scan 3182 (21.604 min): BP003491.D\data.ms (-3178) (- m/z 57.10 100.00%
57.1

— —
‘ ‘FE 1672 21.50 22.00
ol AAL1) 19722551 323.3381.4 47508332 1/, 7110  90.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57.0
5000 _— —
21.50 22.00
m/z 85.10 70.09%
l’11|F-‘l.‘2260
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
—r —
21.50 22.00
5000 ITI/Z 43.10 58.34%
‘H‘W‘H“H“ R e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane 1 —
57.0 21.50 22.00
m/z 55.10  26.70%
- Mﬂwv\w«kﬂAJLwMAxJ/k
‘ il J F‘EI\ 1 ‘197 0 28\2 O

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Docosane, 11-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22.051 96.16 ng 4772180 Chrysene-d12 21.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 64
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 58
5 Decane, 3-methyl- 156 C11H24 013151-34-3 52

Abundance Scan 3258 (22.051 min): BP003491.D\data.ms (-3251) (- m/z 71.10 100.00%

711
5000
r 22.00 |
11.2 :
omu‘_‘“W‘J“‘if‘m 2953 365.4420.1489.2546.0  n/z 57.10  92.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
5000 —r— |
22.00
m/z 85.10 84.86%
\\\"\‘\\\I‘J-\F\T\(‘)\\\2\1‘-!0\\01‘\\\’3\(‘)\9\(\)\:3‘6\6\\9‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
U \
22.00
5000 ITI/Z 43.10 55.49%
“‘ | £27.0 197.0 267.0 380.0
‘H‘“‘H‘“‘w“"_“‘_‘“‘H““H‘,“H“‘H,“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94355: Hexadecane, 2-methyl- —
57.0 22.00
m/z 99.10 39.99%
5000
197.0
1f70 \
"‘M"""wJ‘M“‘_‘Me"‘H“““H“““W“““H“‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Decane, 3,8-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.586 52.57 ng 4165930 Perylene-di2 23.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 68
3 Hentriacontane 437 C31H64 000630-04-6 59
4 Heptadecane 240 C17H36 000629-78-7 50
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 50

Abundance Scan 3689 (24.586 min): BP003491.D\data.ms (-3680) (- m/z 71.10 100.00%

71.1
5000
r 2450 |
1.2 :
om\_HH\\»‘JFF‘H""?71”8‘9‘Hﬁqmﬁzelﬁs‘%s‘ n/z 85.10  83.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
5000 T w
24.50
m/z 57.10 77.02%
127.0
\\"\!\\d‘\F\J\\J‘l\‘\\2\1‘-fo\\01‘\\\%??\9?"6\6\\9)‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38349: Decane, 3,8-dimethyl-
57.0
—— ‘
24.50
5000 m/z 69.10  45.55%
\ ‘ﬁ410
L]
"w"‘w"H“‘H“‘H"H“‘H“‘H“H“‘H“‘H“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane T
57.0 24.50
m/z 99.10  45.48%
5000
LR 1970
| L 267.0 351.0 436.0
“‘_“‘_“w“‘w“H"‘H“‘H“H“‘H“‘H“H““ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 .gamma.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.151 32.38 ng 2565850 Perylene-di2 23.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 46
4 Ergost-5-en-3-o0l, (3.beta.)- 400 C28H480 004651-51-8 38
5 Pentacosane 352 C25H52 000629-99-2 38

Abundance Scan 3955 (26.151 min): BP003491.D\data.ms (-3945) (-  m/z 71.10 100.00%
71.1

5000 145.0 5134 M
—— —
l 26.00 26.50
0L 47425339 m/z 57.1@  99.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43.0
5000 . —
414.0 26.00 26.50
’ } 213 0 3030 m/z 85.10 91.47%
\J‘\ J ‘ l J” l“””v“‘ W \M\HI\J ‘“‘\'\‘Jl\“l T \ T ‘\ T \ T \ T \‘MM‘ T \ TT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217432: .beta.-Sitosterol
43.0
— —
26.00 26.50
5000 m/Z 43.10 82.79%
107.0 414.0
303 0
Ak ‘Mwm“‘”; ‘”‘ i, ﬂ 0O O TR )
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217413: Heptacosane, 1-chloro- T —
57.0 26.00 26.50
m/z 69.10 58.07%
B A\J\W/\
\‘ ‘ I} J l\“].ﬁﬂuol 196 0 273 0 343 0 414 O
A e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP@@3491.D

Acqg On : 05 Oct 2020 15:38

Operator : CG/JU

Sample L4230-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown26.33 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
26333 30.23ng 2395110 Perylene-d12 23.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-0-Pivaloyl-N-acetylcolchinol 441 C25H3INO6 1000127-10-7 38

2 Methylenebis(2,4,6-triisopropylp... 484 C31H50P2 1000159-59-1 38

3 Silane, dimethyldecyloxyhexadecy... 4
4 Cannabinol, pentafluoropropionate 4
5 Silane, diethyl(2-decyloxy)penta... 470 C29H6202Si

56 C28H6002Si
56 C24H25F503

Abundance Scan 3986 (26.333 min): BP003491.D\data.ms (-3977) (-
57.1

1000346-93-1 37
1000353-23-5 25
1000363-45-1 25

m/z 57.10 100.00%

441.3
5000 147.1
P P
2192 3083 26.00 26.50
b Ll bl dd | 3692 5025 9
0 bt bbby L POTE LT m/z 441.30  83.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #225085: 9-O-Pivaloyl-N-acetylcolchinol
441.0
298.0
57.0
5000 382.0 — —
26.00 26.50
m/z 147.05 50.77%
\\\h“\l\\l\ T ““1‘6‘?-‘0‘“ 72\"[\1?""3‘\ \}l\\‘\‘\ T "\\lwlwru EREERRERRER
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #233329: Methylenebis(2,4,6-triisopropylphenylphosphine
441.0
o e
26.00 26.50
5000 ITI/Z 442 .30 26.36%
249.0
| 13301910 | 355.0 ‘\
PP e e P e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228483: Silane, dimethyldecyloxyhexadecyloxy- — —
441.0 26.00 26.50
m/z 219.20 15.48%
5000
830 1459 2450 3200
Fr e e e e e = ==
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Heptadecane, 9-octyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
26.545 27.49 ng 2177890 Perylene-di2 23.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 72
3 Heptadecane 240 C17H36 000629-78-7 50
4 Hexacosane 366 C26H54 000630-01-3 47
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 47

Abundance Scan 4022 (26.545 min): BP003491.D\data.ms (-4013) (- m/z 71.10 100.00%
71.1

%

5000
26.50
11.2
ol ALl | WJ |12112 2811 3045 4594 5351 ./, gs.10  83.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 e ‘
26.50
m/z 57.10 75.55%
239.0
‘\\\ ’\‘\\\J.‘]-\\\\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94355: Hexadecane, 2-methyl-
57.0
U \
26.50
5000 ITI/Z 69.10 55.69%
197.0

WL

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

=

Abundance #94346: Heptadecane
57.0 26.50
m/z 99.10 44.58%
h J\—/V
70
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample ¢ L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Benzenepropanoic acid, 3,5-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
29.168 707.72 ng 56078200 Perylene-di2 23.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, 3,5-bis(1... 530 C35H6203 002082-79-3 76
2 2,4-Dichlorophenol tms 234 C9H12C120Si 1000331-77-4 25
3 Terephthalic acid, 3-chloropheny... 346 C19H19C1l04 1000323-64-4 11
4 Isophthalic acid, 3-chlorophenyl... 346 C19H19Cl04 1000344-60-3 11
5 Isophthalic acid, 2-biphenyl pen... 388 C25H2404 1000344-56-0 10

Abundance Scan 4468 (29.168 min): BP003491.D\data.ms (-4427) (- m/z 219.15 100.00%

219.2
530.5
57.1
5000
147.1
2781 LI L L AL L L B
e dlili ] s _ssos
Ol kbt wwuwwuu_mwww‘_mww - m/z 538.50  79.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #237873: Benzenepropanoic acid, 3,5-bis(1,1-dimethylett
530.0
57.0
5000 LI L B B B B
219.0 28.80 29.00
147.0 m/z 515.50 69.81%
278.0
WJIJ! \“\J‘ \l\J\\h‘ \Hl\\L““\ \\‘\l\\\\‘\\\3\5‘\9\\0\‘\\\4\.5‘\9\(\)\‘\‘\ T T
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #89443: 2,4-Dichlorophenol tms
93.0 219.0
e
28.80 29.00
5000 m/z 57.10 65.54%
29?””**"15;'$ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #181139: Terephthalic acid, 3-chlorophenyl pentyl ester T
219.0 28.80 29.00

m/z 43.10 34.72%

5000

149.0

g

760, 346.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.80 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100520\
Data File : BP0@3491.D

Acqg On : 05 Oct 2020 15:38
Operator : CG/JU

Sample : L4230-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
Quant Title : 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|
unknown13.98 13.987 30.0 ng 1436050 3 14.157 957746 20.0
Heptadecane, 2,... 14.434 36.3 ng 1739640 3 14.157 957746 20.0
Nonane, 3-methy... 15.928 27.9 ng 1108040 4 16.916 819827 20.0
Octadecane, 2-m... 16.281 41.9 ng 1718620 4 16.916 819827 20.0
2-Bromo dodecane 17.845 63.4 ng 2599080 4 16.916 819827 20.0
Cyclotetradecane 18.675 27.8 ng 1138060 4 16.916 819827 20.0
Heptacosane 18.898 26.5 ng 1087150 4 16.916 819827 20.0
Eicosane, 10-me... 19.133 49.0 ng 2429210 5 21.028 992527 20.0
Heneicosane 20.304 28.0 ng 1391160 5 21.028 992527 20.0
Hexadecane 20.757 32.4 ng 1605490 5 21.028 992527 20.0
unknown21.11 21.116 27.9 ng 1339160 5 21.028 992527 20.0
Pentacosane 21.145 55.6 ng 2758460 5 21.028 992527 20.0
Heptadecane 21.186 38.2 ng 1897550 5 21.028 992527 20.0
2-methyloctacosane 21.604 31.1 ng 1543240 5 21.028 992527 20.0
Docosane, 11-bu... 22.051 96.2 ng 4772180 5 21.028 992527 20.0
Decane, 3,8-dim... 24.586 52.6 ng 4165930 6 23.198 1584770 20.0
.gamma.-Sitosterol 26.151 32.4 ng 2565850 6 23.198 1584770 20.0
unknown26.33 26.333 30.2 ng 2395110 6 23.198 1584770 20.0
Heptadecane, 9-... 26.545 27.5 ng 2177890 6 23.198 1584770 20.0
Benzenepropanoi... 29.168 707.7 ng 56078200 6 23.198 1584770 20.0
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