LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP110619.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 2.299 31 36 45 rVB 562955 852770 4 .95% 0.252%
2 5.734 615 620 636 rBV 496279 777415 4_.51% 0.230%
3 6.305 710 717 721 rBVY 3674031 4631789 26.88% 1.368%
4 7.828 961 976 978 rBVY 3408571 6608388 38.36% 1.952%
5 7.987 997 1003 1005 rBY 3455197 4388425 25.47% 1.296%
6 8.016 1005 1008 1010 rVvv 3513178 5013305 29.10% 1.481%
7 8.046 1010 1013 1017 rVB 4443507 5108643 29.65% 1.509%
8 8.287 1046 1054 1058 rBV 5258437 6118875 35.52% 1.807%
9 8.375 1064 1069 1071 rBV 983627 1211238 7.03% 0.358%
10 8.405 1071 1074 1079 rVB 3645399 3887442 22 .56% 1.148%

11 8.616 1104 1110 1112 rBV 3554643 4573391 26.55% 1.351%
12 8.640 1112 1114 1119 rVB 3112705 2977923 17.28% 0.880%
13 9.046 1171 1183 1203 rBV 2710755 4129703 23.97% 1.220%
14 9.258 1212 1219 1221 rBV 2083618 3410034 19.79% 1.007%
15 9.293 1221 1225 1228 rVB 4528421 5480284 31.81% 1.619%

16 9.693 1284 1293 1304 rBV 6339992 12131945 70.42% 3.583%
17 9.805 1304 1312 1316 rBV 4090431 5497555 31.91% 1.624%
18 9.899 1324 1328 1334 rVB 303294 339986 1.97% 0.100%
19 10.181 1370 1376 1390 rBV 4982950 6268754 36.39% 1.851%
20 10.404 1410 1414 1418 rVB 1258866 1384565 8.04% 0.409%

21 11.340 1564 1573 1576 rBV 8398433 11442154 66.41% 3.379%
22 11.575 1606 1613 1617 rBV 6825026 8335373 48.38% 2.462%
23 12.081 1690 1699 1704 rBV 5267861 6747160 39.16% 1.993%
24 12.187 1709 1717 1721 rVB 5796075 7222975 41.92% 2.133%
25 12.369 1740 1748 1752 rBV 8428626 11031827 64.03% 3.258%

26 12.434 1755 1759 1765 rVB 167669 222169 1.29% 0.066%
27 12.869 1826 1833 1838 rBV 426402 634636 3.68% 0.187%
28 12.951 1838 1847 1851 rVV 6108857 9589581 55.66% 2.832%
29 13.034 1853 1861 1866 rBV 4984068 6576463 38.17% 1.942%
30 13.269 1895 1901 1905 rBV 1486658 1873940 10.88% 0.553%

31 13.328 1905 1911 1915 rVB 6894047 8562200 49.70% 2.529%
32 13.498 1931 1940 1943 rBV 2519886 3605894 20.93% 1.065%
33 13.610 1950 1959 1964 rBV2 10170324 15130757 87.82% 4._.469%
34 14.040 2022 2032 2035 rBV 8796508 11891025 69.02% 3.512%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.198 2050 2059 2063 rBV 9825779 13500351 78.36% 3.987%

36 14.557 2114 2120 2134 rBV 3917795 5128775 29.77% 1.515%
37 14.992 2187 2194 2198 rBV 7221449 8938593 51.88% 2.640%
38 15.069 2198 2207 2212 rVB 6164175 8364464 48.55% 2.470%
39 15.657 2302 2307 2312 rBV 1799917 2061953 11.97% 0.609%
40 15.775 2319 2327 2336 rBV 5196055 6164426 35.78% 1.821%

41 16.545 2454 2458 2470 rBV2 452907 624475 3.62% 0.184%
42 17.263 2576 2580 2588 rBVY 291358 439078 2.55% 0.130%
43 17.404 2598 2604 2608 rBV 5636170 6645583 38.57% 1.963%
44 17.604 2633 2638 2640 rBVY 191343 213058 1.24% 0.063%
45 17.628 2640 2642 2649 rVV 294822 325169 1.89% 0.096%

46 17.722 2650 2658 2662 rVB 11230185 16551384 96.07% 4 _.888%
47 17.939 2686 2695 2699 rBV 7941554 9099228 52.81% 2.687%
48 18.598 2801 2807 2811 rBV 8313251 8989042 52.17% 2.655%
49 19.163 2893 2903 2915 rBV2 495265 961097 5.58% 0.284%
50 19.292 2920 2925 2929 rBV 1959663 2188696 12.70% 0.646%

51 19.351 2929 2935 2939 rBV 14176725 17228676 100.00% 5.088%
52 19.586 2971 2975 2983 rBV 331787 395989 2.30% 0.117%
53 19.980 3038 3042 3055 rBvV 744686 893141 5.18% 0.264%
54 20.128 3061 3067 3071 rBV 12131399 14296368 82.98% 4.222%
55 20.357 3098 3106 3116 rVB 900005 1098775 6.38% 0.325%

56 20.592 3139 3146 3154 rBV 5398425 7444163 43.21% 2.199%
57 20.757 3169 3174 3186 rBV 1149223 1569584 9.11% 0.464%
58 21.080 3223 3229 3238 rVB 1529378 2221112 12.89% 0.656%
59 21.204 3244 3250 3261 rBV 728466 1159583 6.73% 0.342%
60 21.716 3330 3337 3342 rBV 818232 1443773 8.38% 0.426%

61 21.763 3342 3345 3355 rVB 151899 325348 1.89% 0.096%
62 22.304 3430 3437 3445 rBV 247935 500331 2.90% 0.148%
63 22.627 3486 3492 3504 rBV2 87962 193487 1.12% 0.057%
64 23.010 3548 3557 3562 rBV7 245459 680023 3.95% 0.201%
65 23.080 3562 3569 3584 rvv 357280 1109870 6.44% 0.328%

66 23.269 3584 3601 3615 rVB 3440139 9970943 57.87% 2.945%
67 23.480 3632 3637 3650 rVB 71236 203280 1.18% 0.060%

Sum of corrected areas: 338588402
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\

BP001015.D

08 Nov 2019 14:40

Ju

K5609-12

3 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

CALIBRATION

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.30 14.08 ng 852770 1,4-Dichlorobenzene-d4 8.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 36 (2.299 min): BP001015.D (-31) (-) m/z 73.00 100.00%

73
5000
43

T
L 220 2.40 2.60
Obrrllph L 01132 175207 256286 327356 395428 475502530 m/z 43.05 30.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA ELBL NL  BL  BL L B B

220 2.40 2.60

43
m/z 87.10 27 .40%
Ot e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
T
220 2.40 2.60
5000 41 m/z 54.95 23.17%

o 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550 \‘
Abundance #4436: Pentane, 3-methoxy- T T
73 2 20 2.40 2.60
m/z 71.05 10.49%

5000
45

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2 20 240 2 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.73 12.84 ng 777415 1,4-Dichlorobenzene-d4 8.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 Acetone 58 C3H60 000067-64-1 12
4 2-Nonanone 142 C9H180 000821-55-6 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 619 (5.728 min): BP001015.D (-615) (-) m/z 43.00 100.00%
a3
5000 f\\
101 S  C——
540 5.60 5.80 6.00
ol Al 3 147 198 237 278 314 355383 419 457489 526 m/z 58.95 57.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AU RS SR SRR
540 560 580 6.00
m/z 101.00 25.35%
101
0 |“W'|Z%'1“"|“" DN L S SN SN S S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
540 560 580 600
0
5000 101 m/z 58.00 18.97%
RECTEE
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214: Acetone LA L L B L BB |
43 540 5.60 5.80 6.00
m/z 41.05 8.35%
5000 ”
15
0 P"“L'”I'”'I”""” D S SRS SN S S I IR U SN RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 3 2,6,6-Trimethyl-2-cyclohexe... Concentration Rank 12

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

9.90 4.91 ng 339986 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.6-Trimethvl-2-cvclohexene-1.,... 152 C9H1202 001125-21-9 96
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 53
3 2(1H)-Pvrimidinone 96 C4H4N20 000557-01-7 38
4 4(1H)-Pvrimidinone 96 C4H4N20 004562-27-0 38
5 2H-Pyran-2-one, 5,6-dihydro- 98 C5H602 003393-45-1 35

Abundance Scan 1328 (9.899 min): BP001015.D (-1324) (-) m/z 67.95 100.00%
68
96
5000
39 152 VAN |
9.60 9.80 10.00 10.20
124
Obrrrdprd i 23 ,\.?5.‘92]0.8. (249281311 855 388416444 489 536 m/z 95.95 68.34%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26054: 2,6,6-Trimethyl-2-cyclohexene-1,4-dione
68
96
5000 N R R BN
39 152 9.60 9.80 10.00 10.20
m/z 39.05 27 .58%
ob k) 124
mz-> 0 50 100 150 200 250 500 350 400 450 500 550
Abundance #2801: 2-Cyclohexen-1-one
68
9.60 9.80 10.00 10.20
5000 m/z 152.05 24 _.63%
96
40
L L B B IR IR W SRR WA SR WA
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2724: 2(1H)-Pyrimidinone R e R ma
96 9.60 9.80 10.00 10.20
68 m/z 40.05 22 .64%
5000
28
OI"”#"”I"”I"” LRI L LA S BRI B LN I
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.37 ng 222169 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8H9NO2 000103-90-2 53
3 2-Propenal. 3-(2.2.6-trimethvl-7... 194 C12H1802 055759-91-6 50
4 p-Isopropoxvaniline 151 C9H13NO 007664-66-6 50
5 Tiocarlide 400 C23H32N202S 000910-86-1 42
Abundance Scan 1758 (12.428 min): BP001015.D (-1755) (-) m/z 109.00 100.00%
a3 109
151
5000
8 12.20 12.40 12.60 12.80
196
ol ,-Ul. ".'Jf.'ll,'. e i r220, 267 312 355 388416447476 509 848 | 7z 43.00  99.01%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109
151
5000 LR UL UM SRR SUAR
12.20 12.40 12.60 12.80
m/z 151.10 64 .39%
ol 15 8 192
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24781: Acetaminophen
109
R SRR BB BN
12.20 12.40 12.60 12.80
5000 151 m/z 41.05 22.19%
43 go
ol 15
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0]... R B L
109 12.20 12.40 12.60 12.80
m/z 69.00 19.24%
5000 43 151
ol h\‘ { MHH L e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.55 6.06 ng 624475 Phenanthrene-d10 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2459 (16.551 min): BP001015.D (-2454) (-) m/z 72.95 100.00%

B
43
5000

157185 16 20 16. 40 16 60 16. 80

0 283 329357 395422 461 492521548 m/z 60.00 70.44%

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

43 78

5000

16.20 16.40 16.60 16.80
m/z 43.10 65.18%

21
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43,78
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—rr

16.20 16.40 16.60 16.80
5000 m/z 57.10 57.93%

241 284
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid

oL

78 16.20 16.40 16.60 16.80
43 m/z 55.00 57.00%

5000 129
171
214
1
04
miz--> 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\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 5-Octadecene, (E)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.26 4.26 ng 439078 Phenanthrene-d10 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 98
2 Cvclohexadecane 224 C16H32 000295-65-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 7-Heptadecene. 1-chloro- 272 C17H33ClI 056554-78-0 94
5 n-Heptadecanol-1 256 C17H360 001454-85-9 94

Abundance Scan 2579 (17.257 min): BP001015.D (-2576) (-) m/z 83.05 100.00%

56 83
5000
11
_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_‘

165194 504 17.00 17.20 17.40 17.60
ob A RLA L (1070224252282 325356385 429458489521 | 7 5500 97 .66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)-
56

%

5000 LA L L L L L LB
17.00 17.20 17.40 17.60
1 m/z 69.05 90.18%
2
o | 139168196224252
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55 g3
EBAREE TSRt
17.00 17.20 17.40 17.60
5000 m/z 57.10 86.82%
11
2 39 224
o J 139167196
o B L L o (o e B L o o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131393: n-Nonadecanol-1 L R B
43 83 17.00 17.20 17.40 17.60
m/z 43.05 79.88%
5000
11 K\A
o J l 129168196 238266
A I I B LA B B B B B L ARE SRS e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.20 17.40 17.60

8270-BP110619.M Mon Nov 11 07:05:02 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.63 2.97 ng 325169 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 38

Abundance Scan 2642 (17.628 min): BP001015.D (-2640) (-) m/z 72.95 100.00%

73
43

5000

-

284 17.40 17.60 17.80 18.00
0 312341367 414 452481507 548 m/z 43.05 76 .30%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid

1

17.40 17.60 17.80 18.00
m/z 60.00 72.43%

5000

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid
43 73
T R T
17.40 17.60 17.80 18.00
5000 m/z 57.00 68.27%
129 242
199
‘ 1 171
Oty
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39470: n-Decanoic acid R e R
60 17.40 17.60 17.80 18.00
m/z 55.05 61.97%
5000
29 129
‘ 87 172
O+ .“.',‘.M...,................,....,....,....,....,. R B o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00

8270-BP110619.M Mon Nov 11 07:05:02 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 5-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.16 8.78 ng 961097 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 1-Nonadecene 266 C19H38 018435-45-5 94
Abundance Scan 2903 (19.163 min): BP001015.D (-2893) (-) m/z 83.10 100.00%
55 88
5000 111
I 149
18.80 19.00 19.20 19.40
ol ] l ddh .1?.2219 252280308 355 392424 459 503839 | n750 97 05 | 89.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
56
83
18.80 19.00 19.20 19.40
111 m/z 55.00 88.83%
o 2 1 ﬂ39167196224252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester
57 |97
18.80 19.00 19.20 19.40
5000 m/z 57.10 87 .89%
125
29 196224
LT T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 R R s B R
57 197 18.80 19.00 19.20 19.40
m/z 69.05 79.41%
5000
125
29
oL b l 153181210238266 308336
m/z--> §o 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40

8270-BP110619.M Mon Nov 11 07:05:03 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Tetratriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.59 3.62 ng 395989 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Nonacosane 408 C29H60 000630-03-5 94
3 Tetratriacontane 479 C34H70 014167-59-0 93
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 93
5 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 93
Abundance Scan 2976 (19.592 min): BP001015.D (-2971) (-) m/z 57.05 100.00%
57
85
5000
13 PSAUARSURABSA AR AR
141169 253 19.20 19.40 19.60 19.80 20.00
Ok d 1',1 Li 4 530197225209281300337366 401429 477506837 | 1s7 71.05  80.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
5000 85 RS BARRARABAR ----A--
mmwmwmmmmm
m/z 85.05 63.09%
om ﬁmmmmmmm3w
m/z--> 55 160 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance #215180: Nonacosane
19.20 19.40 19.60 19.80 20.00
5000 m/z 43.10 59.60%

MMMmmmmmmsm

g e

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232376: Tetratriacontane
19.20 19.40 19.60 19.80 20.00
m/z 55.05 25.46%
5000

141
| 169197225253281309337365393 421449478
nmz--> 50 100 150 200 250 300 350 400 450 500 550 19.20 19.40 19.60 19.80 20.00

T%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Heptadecane, 9-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.98 8.16 ng 893141 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 94
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
5 Nonadecane 268 C19H40 000629-92-5 93
Abundance Scan 3042 (19.980 min): BP001015.D (-3038) (-) m/z 57.05 100.00%
57
85
5000
ﬁﬁMMmmmmmwmmmsmmm 19.60 19.80 20.00 20,20
O e T e e e e e e m/z 71.05 79.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
5000 85
19.60 19.80 20.00 20.20
m/z 85.05 59.95%
29 113141
ol LU AL 100107225253 205323 367
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43
71 19.60 19.80 20.00 20.20
5000 m/z 43.10 59.34%
99 210
o || 127155182 1 239267296323
m/z--> Sb 160 1éo 200 250 300 350 460 4éo 560 séo
Abundance #184946: Hexadecane, 1-iodo-
57 19.60 19.80 20.00 20.20
m/z 55.05 26.58%
85
5000
29 141 225
N i - S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20

8270-BP110619.M Mon Nov 11 07:05:04 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.36 9.89 ng 1098780 Perylene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexatriacontane 507 C36H74 000630-06-8 94
3 Hexadecane 226 C16H34 000544-76-3 94
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
Abundance Scan 3107 (20.363 min): BP001015.D (-3098) (-) m/z 57.05 100.00%
57
85
5000
ﬂli3141169197225253 295323351 394 430 461489519548 20.00 20,20 2090 20.09
L s = m/z 71.10 78.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
5000

20.00 20.20 20.40 20.60
m/z 85.05 64 .74%

113141169197995 268

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235972: Hexatriacontane

20.00 20.20 20.40 20.60
5000 85 m/z 43.10 55.05%
141

o 169197225253281309337365 407435463 506
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane

57 20.00 20.20 20.40 20.60
m/z 55.05 24 .70%

5000 85
29 1 Jlﬁml 169197226
O R I B L B e B LA S WA s i

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60

8270-BP110619.M Mon Nov 11 07:05:04 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Heneicosane, 11-decyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.76 14.13 ng 1569580 Perylene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 99
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 92
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3175 (20.763 min): BP001015.D (-3169) (-) m/z 57.05 100.00%

5000

20.40 20.60 20.80 21.00

141169197205253 295323351379408 444 490518547

o m/z 71.05 78.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000 LA L L L L LB B
85 20.40 20.60 20.80 21.00
m/z 85.05 63.87%
29
oh 4113141169197225253281 323351380
B i B R e e e o o e e S e
m/z--> 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 85 m/z 43.10 56.15%
113
o [ 441169197 239267294323352
e R ——_—_—LLLabes R o N EEmEEm e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
20.40 20.60 20.80 21.00
m/z 55.05 23.74%
5000 85

113141169197905 268

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00

8270-BP110619.M Mon Nov 11 07:05:05 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.20 10.44 ng 1159580 Perylene-d12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 95
2 Tetracosane 338 C24H50 000646-31-1 95
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
4 Octacosane 394 C28H58 000630-02-4 93
5 Nonacosane 408 C29H60 000630-03-5 93
Abundance Scan 3249 (21.198 min): BP001015.D (-3244) (-) m/z 57.05 100.00%
57
85
5000
13
141169 20.80 21.00 21.20 21.40 21.60
Ob A b A 4L 77 75197225253282 323 365 415 458489522 | 7y 71,05  78.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57
5000 85 AR AR AR A
20.80 21.00 21.20 21.40 21.60
29 m/z 85.05 58.29%
13 169
Ol"i'l""fJ'e%}'l"l"'%ﬁq" 1 N PRI UL SO L I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane
85 llllllllllll|llll|llJ
mmmmmmmmmm
5000 m/z 43.05 55.97%
. 141169197225253281309338
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- T . e
57 mmmmmmmmmm
m/z 55.00 25.45%
5000 85
o \ J f}%141169197 2?9267294323352 J \ J\ J

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.72 13.00 ng 1443770 Perylene-d12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3338 (21.722 min): BP001015.D (-3330) (-) m/z 57.05 100.00%

5000

L

21. 40 21. 60 21. 80 22. 00

141169197205 267295323 355 393 429 461 495

0 20 "m/z 71.05 77.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LA L L L L L LB LB BB
21. 40 21. 60 21. 80 22. 00
m/z 85.05 62.06%
13
o f} 141169197 239267294323352
i ,,,,,, R RRREE RS E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane

21,40 21.60 21.80 22.00
5000 m/z 43.10 52.10%

o 141169107225 267295 365393
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141426: Heneicosane . T o T
21. 40 21. 60 21. 80 22. 00

m/z 55.00 23 .88%

5000
‘ 141169197225253 296

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 1-Heptacosanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.76 2.93 ng 325348 Perylene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 83
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 53
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 50
5 Octacosanol 410 C28H580 000557-61-9 50
Abundance Scan 3345 (21.763 min): BP001015.D (-3342) (-) m/z 97.05 100.00%
o7
55
5000
s 2140 2160 7180 2200
181 221950281 : : : :
ol A LU T 2907 329 364 401430 475504 549 | Ths7 83.00  98.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 |97
15 21.40 21.60 21.80 22.00
m/z 55.05 77 .00%
o 29 3?3181209236264292320350378
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 197
21,40 21.60 21.80 22.00
5000 m/z 69.00 71.38%
125
29
oL b l (153181210238266 308336
m/z--> §o 100 150 200 250 300 350 400 450 500 550
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- e BARREEES SRS
69 97 21.40 21.60 21.80 22.00
m/z 111.10 62.80%
so00] 4
153
o | 24 | 181 224
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550 21140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.30 4_.51 ng 500331 Perylene-d12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Triacontane 422 C30H62 000638-68-6 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3436 (22.298 min): BP001015.D (-3430) (-) m/z 57.05 100.00%
57
85
5000

22.00 22.20 22.40 22.60

113941
]ﬂ | 169197 230267295 337 387 428 475504 549

o...J,...,..J.!,J.J..-.-,....,....,....,....,....,....,....,. m/z 71.05 82.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000

22.00 22.20 22.40 22.60
m/z 85.10 60.38%

113141169197225253281309337365394

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane

57
22.00 22.20 22.40 22.60
5000 85 m/z 43.05 53.86%
113
o 29‘ | JJlf{1§9197225253281309337365393422
R e L AR maa s

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane N  ERma=es LS

22. OO 22. 20 22. 40 22. 60
m/z 55.00 23.06%

B | \/\V\M,A\__/L
‘ 141169197225 267295 365393

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 00 22. 20 22. 40 22. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknown23.01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.01 6.12 ng 680023 Perylene-d12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-3.9-diene 204 C15H24 000489-83-8 41
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 38
3 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 35
4 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 35
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 30

Abundance Scan 3557 (23.010 min): BP001015.D (-3548) (-) m/z 204.15 100.00%

4

5000

??

22.60 22.80 23.00 23.20 23.40
m/z 71.00 74 .72%

o 351 393 425 455 489515 549

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64297: Guaia-3,9-diene
5000 TT T T [T T T T [T T T T[T T TT[TT
22. 60 22. 80 23. 00 23. 20 23 40
m/z 69.05 60.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204
41 IIIIIIIIIIIIIIIIIIIIIII
22.60 22.80 23.00 23.20 23.40
5000 9 107 m/z 135.05 59.38%
| H inN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204 22.60 22.80 23.00 23.20 23.40
m/z 57.10 57.27%
108
5000 161
4 lJ
0 LJMW | &“ | | | | |
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _r'_'_'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_l—l_'_'_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP110819\
Data File : BP001015.D

Aca On : 08 Nov 2019 14:40

Operator :© JU

Sample : K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 1-Triacontanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.08 9.99 ng 1109870 Perylene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Triacontanol 438 C30H620 000593-50-0 95
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 95
4 Octacosanol 410 C28H580 000557-61-9 94
5 17-Pentatriacontene 491 C35H70 006971-40-0 94
Abundance Scan 3569 (23.080 min): BP001015.D (-3562) (-) m/z 83.00 100.00%
B
55
5000 H
39 22.80 23.00 23.20 23.40
181
ok A AR Pl L1209 250281308341 386 429461489522549 |\ . 57 05 97.21%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 19
5000 AR AR AR B
105 22.80 23.00 23.20 23.40
m/z 97.05 96.98%
o 29 [193181200237264292320350378
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224417: 1-Triacontanol
97
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—r
22.80 23.00 23.20 23.40
5000 m/z 69.05 78.17%
125
29 420
oL f; 131209237265 308336364392
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosy! acetate R e
43 22.80 23.00 23.20 23.40
97 m/z 55.05 74.24%
5000
125
ol15, Ll | 158181200 250 202320350378 423
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP110819\
Data File : BP001015.D

Acq On : 08 Nov 2019 14:40

Operator : JU

Sample - K5609-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.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]
Butane, 2-methoxy... 2.30 14.1 ng 852770 1 8.38 1211240 20.0
2-Pentanone, 4-hy... 5.73 12.8 ng 777415 1 8.38 1211240 20.0
2,6,6-Trimethyl-2._. 9.90 4.9 ng 339986 2 10.40 1384570 20.0
2,4,7,9-Tetrameth... 12.43 2.4 ng 222169 3 13.27 1873940 20.0
n-Hexadecanoic acid 16.55 6.1 ng 624475 4 15.66 2061950 20.0
5-Octadecene, (E)- 17.26 4.3 ng 439078 4 15.66 2061950 20.0
Octadecanoic acid 17.63 3.0 ng 325169 5 19.29 2188700 20.0
5-Eicosene, (E)- 19.16 8.8 ng 961097 5 19.29 2188700 20.0
Tetratriacontane 19.59 3.6 ng 395989 5 19.29 2188700 20.0
Heptadecane, 9-he... 19.98 8.2 ng 893141 5 19.29 2188700 20.0
Nonadecane 20.36 9.9 ng 1098780 6 21.08 2221110 20.0
Heneicosane, 11-d... 20.76 14.1 ng 1569580 6 21.08 2221110 20.0
2-Bromo dodecane 21.20 10.4 ng 1159580 6 21.08 2221110 20.0
Heptadecane, 9-oc... 21.72 13.0 ng 1443770 6 21.08 2221110 20.0
1-Heptacosanol 21.76 2.9 ng 325348 6 21.08 2221110 20.0
Octacosane 22.30 4.5 ng 500331 6 21.08 2221110 20.0
unknown23.01 23.01 6.1 ng 680023 6 21.08 2221110 20.0
1-Triacontanol 23.08 10.0 ng 1109870 6 21.08 2221110 20.0
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