LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP071620\
Data File : BP002775.D
Aca On : 16 Jul 2020 16:47 Instrument :
Operator : CG/JU gyA{é el

- _ lentosampleld :
3?22'6 : L3301-01 CARLSTADT-SAMPLE-2020
ALS Vial : 9 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-BP071020.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 4.716 305 311 320 rVB2 35725 58131 1.29% 0.122%
2 5.187 384 391 412 rBVY 1459276 2327701 51.55% 4._.879%
3 6.763 651 659 675 rBY 1548389 2619446 58.01% 5.491%
4 7.557 787 794 804 rBV 793314 1262679 27.96% 2.647%
5 8.704 977 989 1007 rBVY 1037293 1850108 40.97% 3.878%
6 10.328 1258 1265 1282 rBVY 1070558 1873530 41.49% 3.927%
7 12.822 1682 1689 1711 rBV 2420702 3748487 83.01% 7.857%
8 13.122 1732 1740 1749 rBV2 29296 58671 1.30% 0.123%
9 13.540 1805 1811 1816 rBV 63928 95642 2.12% 0.200%
10 13.675 1827 1834 1846 rBVY 1161430 1670333 36.99% 3.501%
11 13.928 1872 1877 1884 rVB 147166 208279 4.61% 0.437%
12 14.069 1894 1901 1908 rBv2 29973 70506 1.56% 0.148%
13 14.210 1918 1925 1932 rBVY 1650805 2448452 54_.22% 5.132%
14 14.275 1932 1936 1946 rVB 38003 70893 1.57% 0.149%

15 15.716 2174 2181 2192 rBV 1661003 2571647 56.95% 5.391%

16 16.198 2259 2263 2272 rBV2 61215 113586 2.52% 0.238%
17 16.628 2332 2336 2346 rVB2 22821 50657 1.12% 0.106%
18 16.969 2388 2394 2398 rBV 1888403 2660000 58.91% 5.576%
19 17.010 2398 2401 2405 rVvVv 419992 569371 12.61% 1.193%
20 17.051 2405 2408 2412 rVV2 107342 156369 3.46% 0.328%

21 17.098 2412 2416 2424 rVVv2 158172 290418 6.43% 0.609%

22 17.175 2426 2429 2434 rVV4 42537 61215 1.36% 0.128%
23 17.239 2435 2440 2448 rVBS8 34213 80806 1.79% 0.169%
24 17.375 2459 2463 2470 rVB2 61162 106129 2.35% 0.222%
25 17.445 2471 2475 2479 rVV 40875 52340 1.16% 0.110%
26 17.845 2537 2543 2547 rBV2 57806 96266 2.13% 0.202%

27 17.898 2547 2552 2557 rBV 176306 244326 5.41% 0.512%
28 18.033 2571 2575 2579 rBV2 89111 131740 2.92% 0.276%
29 18.175 2595 2599 2607 rVB6 76618 114230 2.53% 0.239%
30 18.375 2630 2633 2639 rVB3 47917 72232 1.60% 0.151%

31 18.627 2673 2676 2680 rBV 73960 95370 2.11% 0.200%
32 18.886 2715 2720 2727 rBV3 98995 176642 3.91% 0.370%
33 18.998 2734 2739 2746 rBV 777226 962663 21.32% 2.018%
34 19.063 2746 2750 2754 rBV3 102996 136950 3.03% 0.287%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP071620\
Data File : BP002775.D
Aca On : 16 Jul 2020 16:47 Instrument :
Operator : CG/JU EFA{g el

- _ lentosampleld :
3?22'6 : L3301-01 CARLSTADT-SAMPLE-2020
ALS Vial : 9 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\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.245 2779 2781 2785 rVB 54176 60391 1.34% 0.127%

36 19.351 2791 2799 2809 rVB 649520 1018181 22.55% 2.134%
37 19.557 2829 2834 2847 rVB 3544672 4515442 100.00% 9.465%

38 19.839 2880 2882 2887 rVB2 78998 96366 2.13% 0.202%
39 19.886 2887 2890 2894 rVB2 60841 65425 1.45% 0.137%
40 19.992 2906 2908 2912 rVB2 57094 58407 1.29% 0.122%
41 20.345 2965 2968 2970 rBVY 70872 83818 1.86% 0.176%

42 20.816 3044 3048 3053 rBV3 617121 861197 19.07% 1.805%
43 21.080 3087 3093 3096 rBV2 1872798 2689515 59.56% 5.638%
44 21.116 3096 3099 3107 rVB 295268 375307 8.31% 0.787%
45 21.674 3190 3194 3206 rBV3 473730 893116 19.78% 1.872%

46 22.633 3350 3357 3362 rBV2 2035857 3375788 74.76% 7.076%
47 23.180 3446 3450 3458 rvB2 287385 528524 11.70% 1.108%
48 23.268 3460 3465 3472 rVvv2 979271 1753292 38.83% 3.675%
49 23.827 3553 3560 3568 rVB 1639523 3269203 72.40% 6.853%
50 24.274 3632 3636 3652 rVB2 338271 956390 21.18% 2.005%

Sum of corrected areas: 47706177
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Data Path :
Data File :
Aca On :
Operator : CG/JU
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

L3301-01

LSC Report - Integrated Chromatogram

9 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP071620\
BP002775.D
16 Jul 2020 16:47

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

CARLSTADT-SAMPLE-2020

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

4.72

5.19

TIC: BP002775.D

6.76

8.70
7.56

10.33

Y
Time--> 3.00 3.50

4.00

4.50 5.00

5.50

6,00 650 700 750 800 850 9.00 9.0

T I I
10.00 10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

12.82

14.21

TIC: BP002775.D

15.72

16.97

16.20 16.63 ik

19.56

O

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

3500000
3000000
2500000 21.08
2000000
1500000

1000000, 20:82

500000

Ol

22.63

23.83

TIC: BP002775.D

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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8270-BP071020-M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002775.D

Aca On 16 Jul 2020 16:47

Operator : CG/JU

Sample : L3301-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Cetene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2082 6.40ng 861197  Chrysene-di2 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cetene 224 C16H32 000629-73-2 92

1000351-88-8 90
959261-25-7 90
959085-66-6 87
006385-15-5 81

2 Nonadecvl pentafluoropropionate 430 C22H39F502
3 Pentafluoropropionic acid. octad... 416 C21H37F502
4 Heptadecvl heptafluorobutvrate 452 C21H35F702
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

Abundance Scan 3049 (20.821 min): BP002775.D (-3044) (-) m/z 57.10 100.00%
57
5000 T /\W_/_A\_/\/—//\\
25 e 2060 2030 21100 2120
154 202 1 : : : :
O A A A L 20 200 (281308 341368396 437468 510587 | m/z 43.10  77.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81244: Cetene
43
5000 LA L L L L L LB
20.60 20.80 21.00 21.20
111 m/z 71.10 63.85%
0 L “ \‘ h \\140‘168196224
e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 g7
L
20.60 20.80 21.00 21.20
5000 m/z 55.10 57.88%
125
29 153
o 182210238266 311 412
e o T e e B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217811: Pentafluoropropionic acid, octadecy! ester e RS ma s )
57 20.60 20.80 21.00 21.20
97 m/z 83.10 54.30%
5000
125
29 153 252
ol || 193182 224 297 398
N B B N e L ma s e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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8270-BP071020-M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002775.D

Aca On 16 Jul 2020 16:47

Operator : CG/JU

Sample : L3301-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Octacosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.67 6.64 ng 893116 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 95
2 Heptacosane 380 C27H56 000593-49-7 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3193 (21.669 min): BP002775.D (-3190) (-) m/z 57.10 100.00%
5000 ,Jk,,.xw,_,_A\__wﬂﬂﬁa-/\
13 242 21,40 21.60 21.80 22.00
ol 272 309336 382 429 482511540 /7 71.10 69 19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57
5000 85 LRI BRI BUILE BN SRR
mmmmmmnm
29 m/z 43.10 61.75%
ok L] |h\ﬁd }41169197225253281309337365394
m/z--> 6 55 100 150 200 250 300 350 400 4%0 560 séo
Abundance
57
21,40 21.60 21.80 22.00
5000 85 m/z 85.15 49 .98%
29
. 113141169197225253281309337 380
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo A ﬂ_/\
Abundance #117637: Nonadecane R B B e T
57 21.40 21.60 21.80 22.00
m/z 55.10 22.63%
1 JVJL
5000
29
o 1L 313141169197 268
m/z--> (I) 5'0 1(')0 1&1;0 200 250 300 3&1,0 400 4&1;0 5(')0 séo 21. 40 21. 60 21. 80 22. oo
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8270-BP071020-M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002775.D

Aca On 16 Jul 2020 16:47

Operator : CG/JU

Sample : L3301-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Tetracosane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
23.83 37.29 ng 3269200 Perylene-di12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 3560 (23.827 min): BP002775.D (-3553) (-) m/z 57.10 100.00%
57
85 \
5000
RN SN B
113 23.60 23.80 24.00 24.20
141169
O k4 I, Li'y i i97225253281 329 379407436463490521549 | “rz77 77 10 71.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57
85
5000 NSRRI R
Bmmmmmmm
m/z 43.10 56.74%
RECRINE \\ | \1“”‘1‘?9‘19722‘52532813093?8
m/z--> Eb 100 150 200 250 300 3%0 460 4éo 560 séo
Abundance
57
" 23.60 23.80 24.00 24.20
5000 a5 m/z 85.15 53.08%
o 29 113141169197225253281309337365394
m/z--> Eb 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance #194493: Hexacosane T
57 23.60 23.80 24.00 24.20
m/z 55.10 21.81%
- T M]k\\Ak
. 29 ﬂ1}3141169197225253 295323 367
m/z--> éo 160 1éo 200 250 300 3%0 460 4éo 560 séo 2360 2380 2400 2420
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8270-BP071020-M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071620\
Data File : BP002775.D

Aca On 16 Jul 2020 16:47

Operator : CG/JU

Sample : L3301-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Vitamin E Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24 .27 10.91 ng 956390 Perylene-di12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Vitamin E 430 C29H5002 000059-02-9 98
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 94
3 (+H)-.agamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 93
4 _alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 86
5 Furo[3,4-c]pyridine-3,4(1H,5H)-d... 165 C8H7NO3 007472-18-6 50

Abundance Scan 3635 (24.268 min): BP002775.D (-3632) (-) m/z 165.20 100.00%
165
5000
430
3 205 R e e
71 121 329 24.00 24.20 24.40 24.60
b bt L 299288 TERSSB387 | 477 S18548 | 77 164.20  33.56%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222349: Vitamin E
165
5000 430 LN L L L L L
24.00 24.20 24.40 24.60
43 m/z 430.60 28.31%
‘ 121 5
Qv e 246288316344 387 |
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
165 430
R mme e R R
24.00 24.20 24.40 24.60
5000 m/z 43.10 15.63%
43
205
0 71 107136 302 344372
P T T T T ] T e e e e
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222360: (+)-.gamma.-Tocopherol, O-methy!- R B e B
165 24.00 24.20 24.40 24.60
430 m/z 166.20 12.35%
5000
43 205
| 471 105137 \ 231260288316344372
T T T P T R e e e e e B
miz--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP071620\

Data File : BP002775.D

Acq On : 16 Jul 2020 16:47

Operator : CG/JU

3?22 le - Ls301-01 CARLSTADT-SAMPLE-2020
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP071020.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]
Cetene 20.82 6.4 ng 861197 5 21.08 2689520 20.0
Octacosane 21.67 6.6 ng 893116 5 21.08 2689520 20.0
Tetracosane 23.83 37.3 ng 3269200 6 23.27 1753290 20.0
Vitamin E 2427 10.9 ng 956390 6 23.27 1753290 20.0
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