LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 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 M\METHODS\8270-BM060520 .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 4.993 352 358 377 rBVY 1480461 2066816 45.51% 6.230%
2 6.563 612 625 641 rBY 1527322 2316177 51.00% 6.981%
3 7.351 751 759 766 rBV 349102 532483 11.73% 1.605%
4 7.669 802 813 825 rBVY 1188287 1826131 40.21% 5.504%
5 8.504 946 955 969 rBV 955275 1541366 33.94% 4 .646%
6 10.110 1221 1228 1240 rBV 418947 693050 15.26% 2.089%
7 12.622 1648 1655 1667 rBY 2085738 2950834 64.98% 8.894%
8 13.486 1796 1802 1814 rBV 336871 487098 10.73% 1.468%
9 14.016 1883 1892 1902 rVB 590300 866668 19.08% 2.612%
10 15.521 2141 2148 2160 rBVY 1710169 2386031 52.54% 7.192%

11 16.774 2355 2361 2371 rBV 719334 1003476 22.10% 3.025%
12 16.857 2371 2375 2380 rBV2 35055 49509 1.09% 0.149%
13 17.709 2515 2520 2527 rBV2 84283 131005 2.88% 0.395%
14 19.339 2793 2797 2805 rVB 410457 509078 11.21% 1.534%
15 19.433 2807 2813 2818 rBV 3962870 4541285 100.00% 13.688%

16 19.856 2881 2885 2888 rVB 62447 74456 1.64% 0.224%
17 20.292 2951 2959 2964 rBV 233641 300307 6.61% 0.905%
18 20.345 2964 2968 2970 rBV 32258 46346 1.02% 0.140%
19 20.562 3002 3005 3011 rBV2 41712 59296 1.31% 0.179%

20 20.739 3030 3035 3045 rBvV 502218 762685 16.79% 2.299%

21 20.986 3072 3077 3082 rBvV 980880 1207625 26.59% 3.640%
22 21.180 3107 3110 3114 rBV 73157 93815 2.07% 0.283%
23 21.350 3136 3139 3143 rBV2 63076 65760 1.45% 0.198%
24 21.615 3177 3184 3191 rBV2 462588 890725 19.61% 2.685%
25 21.862 3223 3226 3232 rVB 99501 129153 2.84% 0.389%

26 22.021 3250 3253 3257 rBV 127201 144267 3.18% 0.435%
27 22.233 3285 3289 3296 rvB2 180183 246295 5.42% 0.742%
28 22.486 3327 3332 3336 rBvV 919980 1177545 25.93% 3.549%
29 22.533 3336 3340 3349 rVB 311702 530957 11.69% 1.600%
30 22.997 3415 3419 3424 rVB2 147954 221875 4_89% 0.669%

31 23.068 3425 3431 3437 rVB2 747232 1251709 27.56% 3.773%
32 23.280 3462 3467 3473 rVB 298434 456114 10.04% 1.375%
33 23.580 3512 3518 3525 rVB 736886 1251823 27.57% 3.773%
34 23.656 3526 3531 3541 rVB 247651 567006 12.49% 1.709%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 24.633 3693 3697 3708 rVB 245504 486177 10.71% 1.465%
36 25.015 3758 3762 3775 rVB 174256 422323 9.30% 1.273%
37 25.797 3889 3895 3909 rVvB6 288167 889453 19.59% 2.681%

Sum of corrected areas: 33176719
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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: BM026632.D

3500000
3000000
2500000
2000000

1500000 4.99 6,56

7.67
1000000 8.50

500000 7.35 10.11

i o e R e o e SUSMABEMISS | ESMMIRES | MRS GRS, S SN

T T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM026632.D

19.43
3500000

3000000

2500000

12.62
2000000
15.52

1500000

1000000

16.77
14.02 °
500000 13.49 19.34 20.29

. 19.86 2).340.
) — L....... S| S S L I L Lﬁf#%*TTETT

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026632.D

3500000
3000000
2500000
2000000

1500000

23.07 23.58

1000000

500000 24.63 25.01

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.71 2.61 ng 131005 Phenanthrene-d10 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 2520 (17.709 min): BM026632.D (-2515) (-) m/z 43.10 100.00%

60 73
5000
129

213 R e

7 01115 | 143157171185 o0 | 207 256 17.40 17.60 17.80 18.00
0 m/z 60.10 85.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60783
5000 129

17.40 17.60 17.80 18.00

m/z 73.05 85.36%
213
‘J‘“ 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
=
29 17.40 17.60 17.80 18.00
5000 m/z 55.05 85.31%
o 129 242
199
. 101115 1431571711857 13596
R R B e B e AR BAmas LRSI e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid o
60 73 17.40 17.60 17.80 18.00
43 m/z 41.10 81.67%
5000 129
29
0 15
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Cyclotetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.74 12.63 ng 762685 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 3035 (20.739 min): BM026632.D (-3030) (-) m/z 43.10 100.00%
a3
83
5000
1l NN UL SR
139 20.40 20.60 20.80 21.00
o — I l AN 168 208 238 281 3 429 h/z 57.10  96.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174179: Cyclotetracosane
43
83
5000 ABABRUVARUARARIARES'
11 20,40 20.60 20.80 21.00
m/z 55.10 86 .85%
0 J {1 | l L1?9A1§7 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 3%0 400
Abundance
57
83 NN U SR
20.40 20.60 20.80 21.00
5000 111 m/z 83.05 62.75%
29 130 199 210 255 406
Ol e T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57 20.40 20.60 20.80 21.00
m/z 41.10 61.82%
5000
29 125
o [l | (154 196 224 269 30
m/z--> 5'0 100 1&'30 2(')0 250 300 350 400 2040 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.62 14.75 ng 890725 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Docosene 308 C22H44 001599-67-3 95
3 Cvclotetracosane 336 C24H48 000297-03-0 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 3185 (21.621 min): BM026632.D (-3177) (-) m/z 57.10 100.00%
111
R BN BRI SO U
139 21.40 21.60 21.80 22.00
- | J Ay ,1.‘37. ' ?3?8, 267296326357 397 475 “n/z 43.10 96.85%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115905: 1-Nonadecene
83
5000 R SRR SR U A
111 mmmmmmnm
m/z 55.10 89.54Y%
o I [139 168 266
miz--> 0 §o 160 1éo 260 2éo 360 3éo 460 4%0 '
Abundance
55
o7 "' 2140 2160 2180 22.00
5000 m/z 83.10 77.68%
29
125
o 153181 308
miz--> 0 §o 160 1%0 260 2éo 360 3éo 460 4%0 '
Abundance #174179: Cyclotetracosane TR T T
3 o 21.40 21.60 21.80 22.00
m/z 69.10 69.07%
5000
111
o4l | l (139167 196 224250 279 308 336
miz--> 0 §o 160 1éo 260 250 360 3éo 460 4%0 ' 2140 2160 2180 2200
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 2,4,4,6,6,8,8-Heptamethyl-1._._. Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.86 2.14 ng 129153 Chrysene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 56
2 meso-3.4-Dicvclohexvl-2.2.5.5-te... 306 C22H42 065149-86-2 37
3 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 25
4 Octane. 2-bromo- 192 C8H17Br 000557-35-7 25
5 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 22
Abundance Scan 3226 (21.862 min): BM026632.D (-3223) (-) m/z 57.10 100.00%
57
5000
| 169 207 2160 21.80 22.00 22.20
ob bbb 20145 | [ /230253 281 343371 430 | TG0 62400
m/z--> 50 100 150 200 250 300 350 400
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 RIS DU BRI BN S
21.60 21.80 22.00 22.20
83 113 m/z 113.20 50.98%
0 ol le 1 137 1§8
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 97
21.60 21.80 22.00 22.20
5000 m/z 83.10 25.08%
153
193
o 125 249 306
mz-> 50 100 150 200 250 300 350 400
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate e e R a e
57 21.60 21.80 22.00 22.20
m/z 55.10 23.56%
5000
97
oL 2kl 1 199497 27 311
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20

8270-BM060520.M Thu Jul 02 15:29:17 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.02 2.39 ng 144267 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Pentadecane 212 C15H32 000629-62-9 81
3 Octacosane 394 C28H58 000630-02-4 81
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 81
5 Heptacosane 380 C27H56 000593-49-7 81
Abundance Scan 3253 (22.021 min): BM026632.D (-3250) (-) m/z 57.10 100.00%
57
5000 g5
113141 207 21.80 22.00 22.20 22.40
Obrd AL LLG109 () 289 285 320395 415 4TS 849 | “n77 43.10 74.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
5000

21.80 22.00 22.20 22.40
m/z 71.10 56.00%

113141169197225253282

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
21.80 22.00 22.20 22.40
5000 a5 m/z 85.10 36.58%
29
0 113141168 212
T T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4}\
Abundance #209566: Octacosane S R ,A.—. P
21.80 22.00 22.20 22.40
m/z 41.10 28 .54%
5000

85

| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21,80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

22.23 3.94 ng 246295 Perylene-d12 23.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 l14-Heptadecenal 252 C17H320 1000144-58-0 87
3 Heptadecanal 254 C17H340 1000376-70-0 83
4 Pentadecanal - 226 C15H300 002765-11-9 74
5 Oxirane, tetradecyl- 240 C16H320 007320-37-8 74
Abundance Scan 3289 (22.233 min): BM026632.D (-3285) (-) m/z 57.10 100.00%

g7
82
5000
22.00 22.20 22.40 22.60
- 250 281305 334 362 401 431 476 n/z 43.10 99 . 86%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl-

.

43 8
22.00 22.20 22.40 22.60
m/z 82.05 70.03%
o 138 166 208 250
50

m/z--> 100 150 200 250 300 350 400 450
Abundance
57 82
R e AR ERERE
22.00 22.20 22.40 22.60
5000 m/z 55.10 66.10%
110 147
196221 252

o— A e

m/z--> 100 150 200 250 300 350 400 450
Abundance #105849: Heptadecanal T T T

50
. 22.00 22.20 22.40 22.60
m/z 41.10 52.77%
5000
09
| 137 180208 236
0! A S e e e
[ | [ [ [ [ | [
50

I I T T
100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60

.

.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Pentadecane, 8-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.49 18.82 ng 1177550 Perylene-di12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Docosane 310 C22H46 000629-97-0 93
3 Tricosane 324 C23H48 000638-67-5 93
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 3333 (22.492 min): BM026632.D (-3327) (-) m/z 57.05 100.00%

57
5000 85

13 22.20 22.40 22.60 22.80
141169197
Ok llli, 1225 267205323351 415 489 549 | "m/z 43.10 67.76%

T 1 T 1 T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43
71
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l_

5000
22.20 22.40 22.60 22.80
m/z 71.10 61.31%

196

99
o F27155 | 225252280
R L e o B e o e B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
Y/ NSNS AL S
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 43 .89%
. 29 113141169197225253281 310
T T T T T T e [ T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane
57 22.20 22.40 22.60 22.80

m/z 55.10 24 .69%

5000 8
113 324
J JJl?%169197 239267295 \

o I MM B R S S

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22 .53 8.48 ng 530957 Perylene-d12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Docosene 308 C22H44 001599-67-3 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 92
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 3340 (22.533 min): BM026632.D (-3336) (-) m/z 43.10 100.00%

43 83
5000 1

39167 209 2220 2240 2260 2280
167 267
ol 238267294 326356 401429 475 549 St 106 65 65U

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol

56 813

(@B

5000 11 T
22.20 22.40 22.60 22.80

m/z 57.10 87.41%

2 P?9}67196 238266294

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
97 22.20 22.40 22.60 22.80
5000 m/z 83.10 79.98%
o 125
o 153181 308
i i B B B R B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 T T T T ]
57 |97 22.20 22.40 22.60 22.80
m/z 69.10 76.23%
5000
25
29 53
o1 [ 1193181210238266 308336
L b o o R B e B R AREAETE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 20 22. 40 22. 60 22. 80

8270-BM060520.M Thu Jul 02 15:29:22 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

23.00 3.55 ng 221875 Perylene-d12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 93
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
4 Eicosane 282 C20H42 000112-95-8 87
5 Nonadecane 268 C19H40 000629-92-5 81

Abundance Scan 3419 (22.997 min): BM026632.D (-3415) (-) m/z 57.10 100.00%

5[
5000 85

113 22.60 22,80 23.00 23.20 23.40
141169 207 54281337 341369 417 489
ol d A LT 291109 T 2547707 341360 A7 480 | s A310  71.66%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
5|7

5000 85 R
22.60 22.80 23.00 23.20 23.40

29 m/z 71.10 63.71%

113
HJM
m/z--> 50 100 150 200 250 300 350 400 450
Abundance

57

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.60 22.80 23.00 23.20 23.40

5000 o m/z 85.10 44.84%
28
183
o 113 155 310
L e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83030: Tridecane, 6-propyl- B e B i e
43 22.60 22.80 23.00 23.20 23.40
71 m/z 55.10 27.16%
5000
99 126 154 183
S O  — e
m/z--> 50 100 150 200 250 300 350 400 450 22. 60 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.28 7.29 ng 456114 Perylene-di12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 96
2 Octadecanal 268 C18H360 000638-66-4 93
3 Tetradecanal 212 C14H280 000124-25-4 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Pentadecanal- 226 C15H300 002765-11-9 87
Abundance Scan 3467 (23.280 min): BM026632.D (-3462) (-) m/z 57.10 100.00%
g7
5000 %
23 209 23.00 23.20 23.40 23.60
o‘,-rral, l, fx W22180-S5257 281 327355 390 430461480 849 | 7, 43.10  91.43%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117617: Oxirane, hexadecyl-
43 &
5000 ERUNENURENAARRUEE
23. oo 23 20 23. 40 23 60
m/z 55.10 65.05%
o 38166 208 250
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 82
| 23.00 23.20 23.40 23.60
5000 m/z 82.05 64 .30%
110
138, 6519422270
O R R i e o i e R
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 5%0
Abundance #71297: Tetradecanal N AR aEE T e
57 23.00 23.20 23.40 23.60
m/z 41.10 44 . 57%
5000 %
29
24 168
L — A s R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2300 2320 2340 2360
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.58 20.00 ng 1251820 Perylene-d12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3518 (23.580 min): BM026632.D (-3512) (-) m/z 57.10 100.00%

5000 85

o

113 23.20 23.40 23.60 23.80
141169 197
Ol h A Ty 169197225258 295323351379 475505 nso 43,10 64.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57
5000 | BRI LI L L L L B B
85 23.20 23.40 23.60 23.80
m/z 71.10 59.52%
29
ol 13141169197 225253281 323351 380
e L e B e B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
23.20 23.40 23.60 23.80
5000 85 m/z 85.10 40.62%
29 113
0 141 169 197 225 253 281 309 338
] T T T T e e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- ,/}..,....,....,....,.
43 23.20 23.40 23.60 23.80
m/z 55.10 24 .50%
71
5000
99
o | 1] 127155183 205053 295 337
T T e e T R B I
m/z--> 50 100 150 200 250 300 350 400 450 500 23 20 23. 40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 4-Methyl-E-9-octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.66 9.06 ng 567006 Perylene-di12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-E-9-octadecene 266 C19H38 1000130-87-1 91
2 1-Heptacosanol 396 C27H560 002004-39-9 90
3 Cvclotetracosane 336 C24H48 000297-03-0 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 83
Abundance Scan 3532 (23.662 min): BM026632.D (-3526) (-) m/z 43.10 100.00%
a3
83
5000
11
39 23.40 23.60 23.80 24.00
167 208
okt 236265 313 356 417 475 549 mn/z 57.10 96 . 26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115911: 4-Methyl-E-9-octadecene
43
83
5000 266
111 23.40 23.60 23.80 24.00
m/z 55.10 83.19%
: 197 20%%
mz-> 80 100 150 200 280 300 3% 400 450 800 5%
Abundance
57 |97
23.40 23.60 23.80 24.00
5000 m/z 83.10 72.77%
125
o 29 153181209236264292320350378
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174179: Cyclotetracosane B m B e
43 oo 23.40 23.60 23.80 24.00
m/z 69.10 69.87%
5000
111
oL, P39167196224251279308336
m/z--> éo 100 150 200 250 300 350 400 450 500 550 23140 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 13-Octadecenal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24 .63 7.77 ng 486177 Perylene-di12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
2 Octadecanal 268 C18H360 000638-66-4 93
3 13-Octadecenal 266 C18H340 056554-90-6 93
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Tetradecanal 212 C14H280 000124-25-4 90
Abundance Scan 3697 (24.633 min): BM026632.D (-3693) (-) m/z 57.10 100.00%
57
82
5000
138 208 24.40 24.60 24.80 25.00
oh——ALA & 190200283311 350390418 489 | 7, 43.10 94.16%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl-
43 &
5000 AU AR SRS B U
24.40 24.60 24.80 25.00
m/z 55.10 63.02%
o 138 166 208 250
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 82
2440 2460 24.80 25.00
5000 m/z 82.10 60.86%
110
138 166 104 222 220
O L
miz--> 0 éo 160 1%0 260 2éo 360 3éo 460 4%0 '
Abundance #115863: 13-Octadecenal A EaEaE B e
24.40 24.60 24.80 25.00
m/z 83.10 45 _.39%
5000
0 147,41196221 252
miz--> 0 50 100 150 200 250 300 350 400 450 24.'40 24.|60 24.|80 25.'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70120\
Data File : BM026632.D

Aca On : 01 Jul 2020 11:52

Operator : JU/CG

Sample : L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Behenyl chloride Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

25.01 6.75 ng 422323 Perylene-d12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Behenvl chloride 344 C22H45CI 042217-03-8 90
3 Eicosane. 3-methvl- 296 C21H44 006418-46-8 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 3761 (25.009 min): BM026632.D (-3758) (-) m/z 57.10 100.00%

24.60 24.80 25.00 25.20 25.40
m/z 43.10 76.25%

13141169 208 239 282309 344 385 417 451475
mz-> 0 50 100 150 200 250 300 350 400 450

0!

Abundance #129492: Eicosane

3

5000 L e

85 24.60 24.80 25.00 25.20 25.40
29 m/z 71.10 61.89%
o 113 141 169 197 225 253 282
T B e L e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
e R
24.60 24.80 25.00 25.20 25.40
5000 o m/z 85.10 49.14%
29
o 13141160 21724573301 344
i e L o
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #141428: Eicosane, 3-methyl- B a E e a
57 24.60 24.80 25.00 25.20 25.40
m/z 41.10 24 _31%
5000
85
0 “ﬂmmm7m@m
T T T T e e e e T
mz-> 0 50 100 150 200 250 300 350 400 450 24.60 24,80 25.00 25.20 25.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO70120\
BM026632.D

01 Jul 2020 11:52

JU/CG

L3153-19

6 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 _gamma.-Sitosterol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
25.80 14.21 ng 889453 Perylene-di12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .aamma.-Sitosterol

2 .beta.-Sitosterol

3 Eraost-7-en-3-ol. (3.beta.)-
4 Eraost-7-en-3-ol

5

414 C29H500
414 C29H500
400 C28H480
400 C28H480

000083-47-6 99
000083-46-5 97
026047-31-4 70
116179-22-7 55
000474-62-4 43

Campesterol 400 C28H480
Abundance Scan 3895 (25.797 min): BM026632.D (-3889) (-)
43
5000
81 107 145
303329
255 a1 214
0 i1 354 476
B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43
5000
O
m/z--> 0
Abundance
43
5000 81 107
145
18 213 414
173 255 303329354381
O e L B o o B ML A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #212395: Ergost-7-en-3-ol, (3.beta.)-
43
255 400
5000
0
m/z-->

m/z

43.10 100.00%

%

25.40 25.60 25.80 26.00 26.20

m/z 55.10 66.78%

:

T T T I T
25.40 25.60 25.80 26.00 26.20

m/z 57.10 51.26%

%

25.40 25.60 25.80 26.00 26.20

m/z 41.10 48.84%

5

25.40 25.60 25.80 26.00 26.20

m/z 107.10 42_.74%

-

T T T I T
25.40 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO70120\
Data File : BM026632.D

Acq On : 01 Jul 2020 11:52

Operator : JU/CG

Sample - L3153-19

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM060520_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]
n-Hexadecanoic acid 17.71 2.6 ng 131005 4 16.77 1003480 20.0
Cyclotetracosane 20.74 12.6 ng 762685 5 20.99 1207630 20.0
1-Nonadecene 21.62 14.8 ng 890725 5 20.99 1207630 20.0
2,4,4,6,6,8,8-Hep... 21.86 2.1 ng 129153 5 20.99 1207630 20.0
Eicosane 22.02 2.4 ng 144267 5 20.99 1207630 20.0
Oxirane, hexadecyl- 22.23 3.9 ng 246295 6 23.07 1251710 20.0
Pentadecane, 8-he... 22.49 18.8 ng 1177550 6 23.07 1251710 20.0
1-Heneicosanol 22 .53 8.5 ng 530957 6 23.07 1251710 20.0
Octadecane 23.00 3.5 ng 221875 6 23.07 1251710 20.0
Octadecanal 23.28 7.3 ng 456114 6 23.07 1251710 20.0
Heptacosane 23.58 20.0 ng 1251820 6 23.07 1251710 20.0
4-Methyl-E-9-octa... 23.66 9.1 ng 567006 6 23.07 1251710 20.0
13-Octadecenal 24 .63 7.8 ng 486177 6 23.07 1251710 20.0
Behenyl chloride 25.01 6.8 ng 422323 6 23.07 1251710 20.0
-.gamma.-Sitosterol 25.80 14.2 ng 889453 6 23.07 1251710 20.0
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