LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

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-BP112719.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 5.616 595 600 613 rVB 275663 437074 12.95% 1.786%
2 6.210 695 701 715 rBV 1614762 2125119 62.99% 8.682%
3 7.751 956 963 978 rBVY 1843610 2339850 69.35% 9.559%
4 7.940 989 995 1000 rBY 1801078 2238384 66.34% 9.145%
5 8.304 1051 1057 1063 rBV 415656 474748 14.07% 1.940%
6 8.545 1092 1098 1103 rBV 1490967 1704962 50.53% 6.966%
7 9.181 1200 1206 1211 rBV 1158421 1450227 42.98% 5.925%
8 10.334 1392 1402 1409 rBV 508058 585947 17.37% 2.394%
9 12.116 1697 1705 1709 rBV 2394040 2695347 79.89% 11.012%
10 12.780 1813 1818 1826 rBvV 196991 215124 6.38% 0.879%

11 13.198 1883 1889 1901 rBV 592458 720970 21.37% 2.946%
12 14.486 2102 2108 2126 rBV 1528911 1983158 58.78% 8.102%
13 15.592 2291 2296 2301 rBV 704838 798395 23.66% 3.262%
14 16.480 2443 2447 2459 rBV2 114154 158087 4.69% 0.646%

15 17.568 2628 2632 2644 rBV2 29590 52353 1.55% 0.214%
16 17.880 2679 2685 2689 rBV 3144027 3373953 100.00% 13.784%
17 18.251 2741 2748 2752 rBV 41598 49092 1.46% 0.201%
18 18.698 2820 2824 2827 rVB 44979 49884 1.48% 0.204%

19 19.110 2889 2894 2910 rBvV2 209833 436944 12.95% 1.785%
20 19.233 2910 2915 2920 rVV 741864 785140 23.27% 3.208%

21 19.527 2961 2965 2975 rBV 45237 54511 1.62% 0.223%
22 19.921 3028 3032 3044 rBvV 51824 89015 2.64% 0.364%
23 20.292 3091 3095 3100 rBV 72814 81701 2.42% 0.334%

24 20.686 3158 3162 3167 rBV 88457 112767 3.34% 0.461%
25 21.004 3210 3216 3224 rVB 556883 734777 21.78% 3.002%

26 21.127 3232 3237 3244 rVB 102770 154255 4._.57% 0.630%
27 21.621 3315 3321 3326 rBV 101440 174525 5.17% 0.713%
28 21.692 3328 3333 3340 rVv8 17859 48456 1.44% 0.198%
29 21.815 3348 3354 3367 rVBS8 32415 128409 3.81% 0.525%
30 22.192 3412 3418 3429 rVB2 56251 114332 3.39% 0.467%

31 22.856 3527 3531 3538 rVB4 18527 36014 1.07% 0.147%
32 23.368 3611 3618 3631 rBv4 21797 73328 2.17% 0.300%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

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 - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP112719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 24476848
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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: BP001232.D
3000000

2500000

2000000 775 04

6.21
1500000 8.55

1000000

500000 8.30

. 5/.{2 i JJL |

T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BP001232.D

3000000

2500000 12.12

2000000

14.49
1500000

1000000

13.20 1559
500000 10.33

J 12.78 16.48

‘1T rr———Trrr-rreeeerrrr— Tt T e T T T T T T T T e T

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BP001232.D

3000000 1788

2500000
2000000
1500000

1000000
19.23

21.00
500000
191 20.69 [P1.13 2

17.57 || 1825 1870 1953 19.92 2029 20 : %@2 22,19 2086  23.37

O e e e e T e e T e T T e T e e

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 3

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

5.62 18.41 ng 437074 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 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 601 (5.622 min): BP001232.D (-595) (-) m/z 43.00 100.00%
a3
5000 j\;
1 520 540 560 580 6.00
Ol b e ,| 48178207 242 274303 354363 420449477 518546 m/z 59.10 59.15%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 S I UL SR
520 5.40 5.60 5.80 6.00
m/z 100.95 18.85%
15 101
Ot e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
520 540 560 580 6.00
5000 m/z 57.95 15.61%
31
87
R S B W L I BN S S L WA
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime R e e  RERRR R
43 520 5.40 5.60 5.80 6.00
m/z 41.05 8.26%
5000
101
0 1\5 |
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 | | 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 94 .30 ng 2238380 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 995 (7.940 min): BP001232.D (-989) (-) m/z 132.00 100.00%
132
68
5000
40 96 AN SR SRR R R
282313342371398426 472 513543 760 780 800 8.20
ol 179208 239 m/z 67.95 52.98%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 AT
7.60 7.80 8.00 8.20
m/z 66.00 38.17%
og 63 104
0|"""|""!'|1" L ORI BRI ALY UL B L S B I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
7.60 7.80 8.00 820
5000 97 m/z 134.00 32.51%
31 6o
O L R I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- E EEma R
132 7.60 7.80 8.00 8.20
m/z 69.05 23.74%
5000
104
63
Ol“'UW"w'““l'“' LU DAL SN B WL SR B O AN SR SRS R R
mz-> 0 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\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 7
R.T. EstConc Area Relative to ISTD R.T.

16.48 3.96 ng 158087 Phenanthrene-d10 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2447 (16.480 min): BP001232.D (-2443) (-) m/z 73.00 100.00%

43 B
5000

213 L L L B B B
5

256 16.20 16.40 16.60 16.80
oL 301332 369396426 477 511542 > EQ 0L 8% 35

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43 78

5000 L e NI e
16 20 1640 16. 60 16. 80

m/z 43.05 82.74%

21
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73

16 20 16.40 16.60 16.80

15718

5000 129 m/z 57.05  79.04%
199 242
101 157
(O o o B B NI i e o e S R o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84455: Tetradecanoic acid

16.20 16.40 16.60 16.80
m/z 55.00 75.61%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.11 11.13 ng 436944 Chrysene-di12 19.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Cvclotetracosane 336 C24H48 000297-03-0 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 2894 (19.110 min): BP001232.D (-2889) (-) m/z 57.10 100.00%

Il

g7
97
5000

125
18 80 19.00 19.20 19.40
53182
ol A AJLY L 198182210 250081 328356383416 446477510503 | 17" 55 05 96.20%

T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

5000
18.80 19.00 19.20 19.40
m/z 43.05 86.90%

0 27 }J P39167196 238266294
L o s e B e B E R E e o s e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 83
_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l’

18.80 19.00 19.20 19.40

5000 m/z 83.05 82.79%
111
0 139167196224251279308336
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57 18.80 19.00 19.20 19.40
o7 m/z 97.05  75.01%
5000
29 125
0 | \l 154182210238 283 384
T a0 B s e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.92 2.27 ng 89015 Chrysene-di12 19.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Octadecane 254 C18H38 000593-45-3 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3032 (19.921 min): BP001232.D (-3028) (-) m/z 57.05 100.00%
g7
5000 85
113141 19.60 19.80 20.00 20.20
ob AL LI 00106225059 063 316343 sss 427 461401 sa1 | o2 Gl g oy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57
85
5000 R AR A A DR
mmmmmmmw
113 m/z 71.05 64 .13%
ol 20 J JJlfﬁ1§qlg72252532813og338
m/z--> 5b 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance
57
10.60 19.80 20.00 20.20 |
5000 85 m/z 85.10 50.99%
29
. 113141169197225254
m/z--> 5b 160 1éo 200 250 300 3%0 460 4%0 560 5%0
Abundance #141431: Eicosane, 10- methyl L L B L L N N B |
57 19.60 19.80 20.00 20.20
m/z 55.00 26.88%
5000 85
o 113 1‘?4.183211239 281
m/z--> §o 160 150 200 250 300 3%0 460 4%0 560 séo 1960 1980 2000 2020 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.29 2.22 ng 81701 Perylene-di12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Tetracosane 338 C24H50 000646-31-1 95
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 91
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3095 (20.292 min): BP001232.D (-3091) (-) m/z 57.05 100.00%
5000 85
113 20,00 20.20 20,40 20.60
155
ol A d AL L, 3% 207 258 295328356 388414445475 524 | 177 71.05  64.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 U A B
20.00 20.20 20.40 20.60
m/z 43.10 64.11%
o J1}3141169197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 20,00 20.20 20,40 20.60
5000 m/z 85.05 50.18%
113
oL L ersassaniane®E
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane R SRR mE S A e
57 20.00 20.20 20.40 20.60
m/z 41.05 25.30%
5000 85
. 29 ﬂ1}3141169197225253 295323 367
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60

8270-BP112719.M Mon Dec 09 18:06:35 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Docosane, 11-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.69 3.07 ng 112767 Perylene-di12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3163 (20.692 min): BP001232.D (-3158) (-) m/z 57.05 100.00%
g7
5000 85
13141169 207 20.40 20.60 20.80 21.00
Ol .|, A ,F Lies T 253283 323356390 426 470 807536 | /o 43 05 62.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LRI BN UL SUMIUE B

20. 40 20 60 20. 80 21. OO
m/z 71.05 60.98%

113
[ 141169 210239267 309336366

s e s o
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
T
20.40 20.60 20.80 21.00
5000 85 m/z 85.05 50.50%
113
0 29 141169197225 267295 365393
R
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl- A e e R
57 20.40 20.60 20.80 21.00
m/z 55.00 26.06%
5000 85
113
b 141 182511 252281308337
B s e B R e T e T
mz--> 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\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.13 4.20 ng 154255 Perylene-d12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Tetracosane 338 C24H50 000646-31-1 93
4 Triacontane 422 C30H62 000638-68-6 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 90
Abundance Scan 3237 (21.127 min): BP001232.D (-3232) (-) m/z 57.00 100.00%
57
5000 85
13 20,80 21.00 2120 21.40
141169
N .J.Jf!.i.l. QB 252262314342 383 430 466500534 nzz 71 05 64.59%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane
57
5000 85 NN AR B

20.80 21.00 21.20 21.40
29 m/z 43.05 63.98%

{13141160197205053 296

O o L L B o e o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R R e R REEERRERES
20.80 21.00 21.20 21.40
5000 85 m/z 85.05 51.41%
154
0 f13 183211239 281
I i o e e LA e o o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175555: Tetracosane
20.80 21.00 21.20 21.40
m/z 55.00 25.95%
5000 85

13
141169197225253081309338
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2080 21.00 2120 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Heneicosane, 11-pentyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.62 4.75 ng 174525 Perylene-d12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-pentvl- 366 C26H54 014739-72-1 94
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
3 Tricosane 324 C23H48 000638-67-5 93
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 93
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91

Abundance Scan 3321 (21.621 min): BP001232.D (-3315) (-) m/z 57.05 100.00%

13 21.40 21.60 21.80 22.00
141
ob AL .l,h.i. [109197225050281308 358 408 443 489 535 | 757 71 05 66.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194505: Heneicosane, 11-pentyl-
43
71
5000 LA L L L L L L LB

21.40 21.60 21.80 22.00
m/z 43.05 62.18%

99 2 295
| 127155183 ﬂ 253 | 323 364

O B L o o B S L o e o o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R e R AE R
21.40 21.60 21.80 22.00
5000 a5 m/z 85.05  45.46%
113
0 141169 210239267 309336 366
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane B B B B N B B
57 21.40 21.60 21.80 22.00
m/z 55.00 23.44%
- | \\/V\/\j\w
113 324
mmmmmmﬂ
o ot e
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\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 unknown21.82 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.82 3.50 ng 128409 Perylene-di12 21.00
Hit# of 2 Tentative ID MW  MolForm CAS# Qual
2-T1.3.41-Thiadiazoline. 2-benzv... 255 C14H13N3S 1000262-69-9 7
2 Germanium tetrachloride 214 Cl4Ge 010038-98-9 7
Abundance Scan 3355 (21.821 min): BP001232.D (-3348) (-) m/z 57.00 100.00%
57
8000
177
460
6000
4000 2160 21.80 22.00 22.20
m/z 177.10 70.65%
2000
497 549
0 byt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106370: 2-[1,3,4]-Thiadiazoline, 2-benzyl-5-(4-pyridyl)-
o1 177 R
21feo 21!80 22foo 22)20
8000 m/z 460.35 64 .14%
6000
255
4000
51
2000 g 149 21.60 21.80 22.00 22.20
291 m/z 161.10 61.88%
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
35
8000
5000 2160 21.80 22.00 22.20
179 m/z 175.10 47 .67%
4000
2000 109
74
o 144 214
miz-> 50 100 150 200 250 300 350 400 450 500 550 2160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120619\
Data File : BP001232.D

Aca On : 06 Dec 2019 16:25

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Hexadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.19 3.11 ng 114332 Perylene-di12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 95
2 Tetracosane 338 C24H50 000646-31-1 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3418 (22.192 min): BP001232.D (-3412) (-) m/z 57.10 100.00%
57
e T V\\L
LI IR AU BRI B
113141 21.80 22.00 22.20 22.40 22.60
b L UL [741160107 230267505 338360 415 451 av2 541 | o S71 70 60, 78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94355: Hexadecane, 2-methyl-
57
85
5000 AUV N
197 21'80 22.00 22.20 22.40 22.60
113, 41 m/z 43.05 54 _.37%
Lol ||| [Ts0 | 20
IR 0 i P s A vaaba s A ARl FASEMRARIY)
Abundance
57
o5 21.80 22.00 22.20 22.40 22.60
5000 m/z 85.10 42 .35%
113
ol 30 141169197225253281309338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane L
21.80 22.00 22.20 22.40 22.60
m/z 55.05 24 .28%
o T W‘\AAAM»W
| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21'80 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120619\
Data File : BP001232.D

Acq On : 06 Dec 2019 16:25

Operator : JU

Sample : K6119-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.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... 5.62 18.4 ng 437074 1 8.30 474748 20.0
unknown7 .94 7.94 94_.3 ng 2238380 1 8.30 474748 20.0
n-Hexadecanoic acid 16.48 4.0 ng 158087 4 15.59 798395 20.0
1-Heneicosanol 19.11 11.1 ng 436944 5 19.23 785140 20.0
Tetracosane 19.92 2.3 ng 89015 5 19.23 785140 20.0
Heptadecane, 9-oc... 20.29 2.2 ng 81701 6 21.00 734777 20.0
Docosane, 11-butyl- 20.69 3.1 ng 112767 6 21.00 734777 20.0
Heneicosane 21.13 4.2 ng 154255 6 21.00 734777 20.0
Heneicosane, 1l1-p... 21.62 4.8 ng 174525 6 21.00 734777 20.0
unknown21 .82 21.82 3.5 ng 128409 6 21.00 734777 20.0
Hexadecane, 2-met... 22.19 3.1 ng 114332 6 21.00 734777 20.0
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