LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122019\

Data File : BP001340.D

Aca On - 20 Dec 2019 13:01

Operator : JU

3?22Ie ; K6300-01 L
ALS Vial : 7 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-BP121919.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.610 590 599 610 rBV 92066 134324 5.10% 0.733%
2 6.204 690 700 716 rBV 732520 919948 34.92% 5.020%
3 7.746 945 962 970 rBV 512684 640188 24.30% 3.494%
4 7.940 988 995 1006 rBY 1506307 1783704 67.70% 9.734%
5 8.298 1051 1056 1063 rBV 366656 411373 15.61% 2.245%
6 8.545 1091 1098 1102 rBV 1333057 1645623 62.46% 8.980%
7 9.187 1199 1207 1210 rBvV 1114233 1397729 53.05% 7.628%
8 10.334 1396 1402 1410 rVB 420590 481280 18.27% 2.626%
9 12.116 1698 1705 1710 rBV 1992837 2423811 91.99% 13.227%
10 12.786 1814 1819 1825 rBV 62511 72016 2.73% 0.393%

11 13.198 1883 1889 1897 rVB 457269 549747 20.86% 3.000%
12 14.492 2102 2109 2121 rBV 1375529 1718380 65.22% 9.377%
13 15.598 2291 2297 2309 rBvV 500781 564284 21.42% 3.079%

14 16.486 2444 2448 2463 rBV2 61030 91317 3.47% 0.498%
15 17.574 2630 2633 2641 rBV2 17208 27420 1.04% 0.150%
16 17.780 2664 2668 2672 rBV 23723 26884 1.02% 0.147%
17 17.886 2680 2686 2690 rBV 2387987 2634791 100.00% 14.378%
18 18.257 2745 2749 2754 rVB 66513 64750 2.46% 0.353%
19 18.704 2821 2825 2829 rVB 76739 77278 2.93% 0.422%

20 19.127 2891 2897 2911 rBV3 120656 224478 8.52% 1.225%

21 19.245 2911 2917 2922 rBV 406585 479392 18.19% 2.616%
22 19.539 2961 2967 2974 rVB 107611 122823 4.66% 0.670%
23 19.927 3028 3033 3041 rBV 172449 193692 7.35% 1.057%
24 20.304 3092 3097 3101 rBV 228676 260002 9.87% 1.419%
25 20.698 3159 3164 3171 rBV 219884 280598 10.65% 1.531%

26 21.015 3212 3218 3225 rVB 330479 447009 16.97% 2.439%
27 21.133 3232 3238 3245 rBV 180743 275382 10.45% 1.503%
28 21.633 3317 3323 3329 rBV 129168 216367 8.21% 1.181%
29 22.204 3414 3420 3427 rVB 60531 115416 4_.38% 0.630%
30 22.874 3526 3534 3541 rBV2 18930 44556 1.69% 0.243%

Sum of corrected areas: 18324562

8270-BP121919.M Mon Dec 23 17:20:01 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator : JU

Sample : K6300-01

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BP001340.D
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T I
7.50 8.00 8.50

2000000 12.12

1500000 14.49

1000000

500000 10.33 13.20 1560

12.79 { 16.49
- rrr-r-rr---rr-r-r-r-r---—prr-+-t—-Lr---rvrrr-r-r-r-r-rr-r—rri i
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 9

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

5.61 6.53 ng 134324 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 599 (5.610 min): BP001340.D (-590) (-) m/z 42.95 100.00%
43
5000
1o 520 540 560 580 6.00
Ol 22 ,l ot 206235 262311 344 352410438 474 512541 m/z 59.00 54.24%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS SN R

520 5.40 5.60 5.80 6.00
m/z 101.00 18.40%

101
O S i B B B o AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43
RS s R
5.20 5.40 5.60 5.80 6.00
5000 m/z 58.00 13.41%
101
15 IR
O e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate e REREE R a L
43 5.20 5.40 5.60 5.80 6.00
m/z 41.05 9.16%
5000
15 72 100
ottt e R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80 6.00

8270-BP121919.M Mon Dec 23 17:20:02 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown7.94 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.94 86.72 ng 1783700 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 995 (7.940 min): BP001340.D (-988) (-) m/z 132.00 100.00%
132
68
5000
40 96 AN SRS SRR AR SR
86214 254280307334 371399426 477505532 760 780 800 8.20
ol 1591 m/z 67.95 52.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A SN SRR R R

7.60 7.80 8.00 8.20
m/z 66.00 41_.44%

31
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
e B R
7.60 7.80 8.00 8.20
5000 m/z 134.00 33.09%
104
63 J
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl E Emma s e B
57 132 7.60 7.80 8.00 8.20
m/z 69.05 25.28%
5000 98
ol bl il L g 16018 SN | D § U —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.49 3.24 ng 91317 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 74
Abundance Scan 2449 (16.492 min): BP001340.D (-2444) (-) m/z 73.00 100.00%
a3 P
5000
129
157195 e 1620 1640 1660 1660
0 286 330362 404 439467 508535 n/z  60.00 85 210
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
5000 LRI UL BRI BN SRR
mmmmmmmm
157195213 256 m/z 54.95 84.01%
Unnas
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid
4 73
16.20 16,40 16.60 16.80
5000 m/z 42.95 80.35%
129 242
i ‘ | 1 171199
m/z--> h 55 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid e A RBRARE
43 |8 16.20 16.40 16.60 16.80
m/z 41.05 74 .89%
5000
12’9 171 214
0 i.w WPAH.,.”. J”. L L = == IR i s s ket
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1620 1640 1660 1680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.70 3.22 ng 77278 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 2824 (18.698 min): BP001340.D (-2821) (-) m/z 57.05 100.00%
g7
5000 85
113 18.40 18.60 18.80 19.00
141169
ol A b | 7227197 244 280 313340 380 430 473 816549 y.zo7TA3 05 74.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
g7
85 18.40 18.60 18.80 19.00

m/z 71.05 57.98%

29
oL }13141169197225253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57
18.40 18.60 18.80 19.00
5000 m/z 85.10 44 .31%
85
29
oLl }13141169197225253282
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57 18.40 18.60 18.80 19.00
m/z 41.05 31.66%
5000 85
29
ol L] }13141169197226
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18 40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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-Octadecanesulphonyl chloride Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.13 9.37 ng 224478 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 87
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
5 Tetracosane, 1l-bromo- 416 C24H49Br 006946-24-3 81
Abundance Scan 2897 (19.127 min): BP001340.D (-2891) (-) m/z 57.05 100.00%
57
5000
97
127 18.80 19.00 19.20 19.40
ob—dd 4 h [44 199 207239 281311341 398433 479510543 | “n/z 43.05  83.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphonyl chloride
57
5000
18.80 19.00 19.20 19.40
I m/z 71.10 54 _.59Y%
133
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
18.80 19.00 19.20 19.40
5000 m/z 55.05 48 .24%
97
o | 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 160 150 260 250 300 350 400 450 500 séo 660
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester P T T T T T
43 18.80 19.00 19.20 19.40
m/z 85.10 40.00%
5000 85
o } Jh 125,55 197 231061
m/z--> 50 160 150 200 250 300 3%0 460 4éo 560 séo 660 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.54 5.12 ng 122823 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Tetratriacontane 479 C34H70 014167-59-0 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2967 (19.539 min): BP001340.D (-2961) (-) m/z 57.05 100.00%
57
5000 85
FmMmemm3%mnemmm 1920 19.40 19.60 19.80
ot A LRl 209 207300 356 393 428 476306535 m/z 43.05 71.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57
5000 85
19.20 19.40 19.60 19.80
29 m/z 71.05 63.27%
13
ol | f} ff1}§9}97225253281309337365394
m/z--> 55 160 1%0 200 250 300 350 460 4%0 560 séo
Abundance #164584: Heptadecane, 9-hexyl-
48
7 19.20 19.40 19.60 19.80
5000 m/z 85.05 44 _29%
99 210
0 | |17 127155182 1 239267296323
m/z--> 55 160 1%0 200 250 300 350 460 4éo 560 séo
Abundance #232376: Tetratriacontane
57 19.20 19.40 19.60 19.80
m/z 41.05 30.36%
5000 85
29 13141169
o2 [ 197225253281309337365393421449478
m/z--> 5'0 1(')0 1&1,0 200 250 300 3&1,0 400 4éo 5(')0 5&'30 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.93 8.08 ng 193692 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 95
2 Docosane 310 C22H46 000629-97-0 93
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3033 (19.927 min): BP001340.D (-3028) (-) m/z 57.05 100.00%
57
5000 85
113 19.60 19.80 20.00 20.20
141
obrd LU DTEfL109 211230 281 323 358387414 449 491524 | i 43 10 71.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000

19.60 19.80 20.00 20.20
m/z 71.05 58.61%

1131411691972257253281309337365394

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153222: Docosane
7
19.60 19.80 20.00 20.20
5000 85 m/z 85.10 44 _31%
29
o [113141169197225253281 310
s T I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl- A e
43 19.60 19.80 20.00 20.20
m/z 41.05 25.88%
71
5000
99 210
o | 127155182") 239767296323
T T T T e e T e
m/z--> 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\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Eicosane, 10-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.30 11.63 ng 260002 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 95
3 Heptacosane 380 C27H56 000593-49-7 95
4 Eicosane., 3-methvl- 296 C21H44 006418-46-8 94
5 Hexacosane 366 C26H54 000630-01-3 94
Abundance Scan 3096 (20.298 min): BP001340.D (-3092) (-) m/z 57.05 100.00%
57
5000 85
13 20.00 20.20 20.40 20.60
141
ol 11,1 L i+ 299, 211239267295 337366396 430 474504 544 | sz 43 05  68.01%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425:; Heneicosane
57
5000 85
20.00 20.20 20.40 20.60
29 m/z 71.10 60.85%
oL f}3141169197225253 296
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57
20.00 20.20 20.40 20.60
5000 85 m/z 85.05 46.00%
o AL ez g
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane T T T
57 20.00 20.20 20.40 20.60
m/z 55.05 27 .56%
5000 85
29

ﬁ}3141169197225253281309337 380

Ol A A A A L L S e T ey o e e e

_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.70 12.55 ng 280598 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Eicosane., 3-methvl- 296 C21H44 006418-46-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3164 (20.698 min): BP001340.D (-3159) (-) m/z 57.05 100.00%
57
5000 85
13 20.40 20.60 20.80 21.00
141
Oh A Al lll L4 209107225253 205 337366 408436 475502 549 | 1./, 43 05  69.98%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105884: Octadecane
5000 85
20.40 20.60 20.80 21.00
m/z 71.10 63.39%
29 13
o] (1314116019725 254
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
20.40 20.60 20.80 21.00
5000 a5 m/z 85.05 48_.77%
o | ff3141169197 2?9267296 352
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57 20.40 20.60 20.80 21.00
m/z 55.00 26 .46%
5000 85
29 13 169
07 | - i e I I I |
||||||||||||||||||||||||||||||||||||||||||||| —v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Hexatriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.13 12.32 ng 275382 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3237 (21.127 min): BP001340.D (-3232) (-) m/z 57.05 100.00%
57
5000 85 j
13 20.80 21.00 21.20 21.40
141
oh b f L {1169196225253281300337365 399429 475503 540 | 75 4305  70.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane
5000

20.80 21.00 21.20 21.40
m/z 71.05  63.25%

o 13141169197225253281309337 379 421449477506
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129495: Hexadecane, 5-butyl-
43
71 b e ”..“..w
20.80 21.00 21.20 21.40
5000 m/z 85.05 44 _27%
99 126 225
0 | 155183 | 253280
I T T L o A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57 20.80 21.00 21.20 21.40
m/z 54.95 26.31%
5000 85
13141
0 29 11169 211239267295323352
e e R e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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, butyl dodec... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.63 9.68 ng 216367 Perylene-d12 21.02

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octadecane 254 C18H38 000593-45-3 87

z 57.05 100.00%

L

Abundance Scan 3322 (21.627 min): BP001340.D (-3317) (-)

5000 85

[é:]
~
r_/zg
N

113 21. 40 21. 60 21. 80 22. 00
141169
Obrri s 1|, Loiry i 211 253281 827355 401429 475503 549 | nz7 43.05  68.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
[ AW
5000 85 LA L L L L L L LB
21. 40 21. 60 21. 80 22. 00
m/z 71.05 61.79%
29
. ﬂ1}3141169197225253 295323 367
L e o e LA B o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
21.40 21.60 21.80 22.00
5000 m/z 85.10 46.18%

85

o 113141160197225253281309337365 394

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #149369: Sulfurous acid, butyl dodecy! ester

EE

21.40 21.60 21.80 22.00
m/z 55.05 25.41%

5000

-

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001340.D

Aca On : 20 Dec 2019 13:01

Operator :© JU

Sample : K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 14 Pentadecane, 8-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.20 5.16 ng 115416 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 93
4 Tricosane 324 C23H48 000638-67-5 93
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 91

Abundance Scan 3419 (22.198 min): BP001340.D (-3414) (-) m/z 57.05 100.00%

57
5000 85

21.80 22.00 22.20 22.40 22.60

113
", 141169 211 249281 329 369401429 479507536

0,.”.,”..“..w..”,.”. T T T T T T m/z 71.05 67 .89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424:; Heneicosane
57
5000 85
21.80 22.00 22.20 22.40 22.60
29 113 m/z 43.10 65.01%
o 11 }f1169197225253 296
et et A e e e e e e e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43
T T T T T T T
71 21.80 22.00 22.20 22.40 22.60
5000 m/z 85.05 43.63%
99 196
o Jq 127155 | 205253280
e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117640: Tridecane, 7-hexyl-
57 21.80 22.00 22.20 22.40 22.60
29 m/z 55.00 25.87%
5000 85
182
0 | 113 141 l 211238266
“..,..”,.”.,”........” N ABEEEEEmEE T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. OO 22 20 22. 40 22 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122019\
Data File : BP001340.D

Acq On : 20 Dec 2019 13:01

Operator : JU

Sample - K6300-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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... 5.61 6.5 ng 134324 1 8.30 411373 20.0
unknown7 .94 7.94 86.7 ng 1783700 1 8.30 411373 20.0
n-Hexadecanoic acid 16.49 3.2 ng 91317 4 15.60 564284 20.0
Heptacosane 18.70 3.2 ng 77278 5 19.24 479392 20.0
1-Octadecanesulph... 19.13 9.4 ng 224478 5 19.24 479392 20.0
Octacosane 19.54 5.1 ng 122823 5 19.24 479392 20.0
Docosane 19.93 8.1 ng 193692 5 19.24 479392 20.0
Eicosane, 10-methyl- 20.30 11.6 ng 260002 6 21.02 447009 20.0
Heptadecane, 9-oc... 20.70 12.6 ng 280598 6 21.02 447009 20.0
Hexatriacontane 21.13 12.3 ng 275382 6 21.02 447009 20.0
Sulfurous acid, b... 21.63 9.7 ng 216367 6 21.02 447009 20.0
Pentadecane, 8-he... 22.20 5.2 ng 115416 6 21.02 447009 20.0
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