LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026735.D

Aca On : 10 Jul 2020 15:48 Instrument :
Operator : JU/CG BNA_M
Sample - L3246-02 ClientSampleld :
Misc - JA-COMP

ALS Vial : 13 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-BM070820 .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 4.963 347 353 367 rBVY 1732849 2416357 59.12% 8.436%
2 6.534 613 620 633 rBY 1678509 2504747 61.29% 8.744%
3 7.322 748 754 762 rBV 422008 635013 15.54% 2.217%
4 7.633 800 807 821 rBVY 1359292 2035294 49.80% 7.105%
5 8.469 942 949 965 rBVY 1024229 1647453 40.31% 5.751%
6 10.075 1215 1222 1235 rBV 489900 801585 19.61% 2.798%
7 12.592 1643 1650 1662 rBV 2025499 3003401 73.49% 10.485%
8 13.298 1764 1770 1776 rVB2 44039 60859 1.49% 0.212%
9 13.463 1791 1798 1806 rBV 163793 240891 5.89% 0.841%
10 13.863 1855 1866 1873 rBvV3 16806 51692 1.26% 0.180%

11 13.980 1878 1886 1895 rVB 635456 950101 23.25% 3.317%
12 15.492 2136 2143 2155 rBV 1648797 2265404 55.43% 7.909%

13 15.998 2221 2229 2235 rBV2 21988 41465 1.01% 0.145%
14 16.745 2348 2356 2361 rBV 739361 1006749 24.63% 3.515%
15 16.833 2367 2371 2375 rBV2 39586 52267 1.28% 0.182%
16 17.621 2500 2505 2510 rBV5 31178 52577 1.29% 0.184%

17 17.686 2510 2516 2524 rBV 269544 407051 9.96% 1.421%
18 18.427 2638 2642 2648 rBV 91409 116292 2.85% 0.406%

19 18.709 2685 2690 2698 rBV6 28668 56528 1.38% 0.197%
20 18.797 2701 2705 2706 rBV 67314 68149 1.67% 0.238%
21 18.815 2706 2708 2712 rVB 69279 89864 2.20% 0.314%

22 18.980 2732 2736 2742 rBV3 66082 104340 2.55% 0.364%
23 19.180 2767 2770 2775 rVB 91017 117665 2.88% 0.411%
24 19.409 2803 2809 2818 rBV 3442168 4086917 100.00% 14.268%
25 20.062 2917 2920 2923 rBV3 45400 50511 1.24% 0.176%

26 20.715 3027 3031 3042 rBV 506710 671983 16.44% 2.346%
27 20.962 3068 3073 3078 rBV 972692 1266523 30.99% 4.422%
28 22.462 3325 3328 3331 rVB 272592 319045 7.81% 1.114%
29 22.503 3332 3335 3344 rVB 234898 345270 8.45% 1.205%
30 23.038 3420 3426 3432 rBvV 726857 1229643 30.09% 4._.293%

31 23.544 3507 3512 3519 rVB 859494 1439493 35.22% 5.025%
32 23.621 3521 3525 3534 rVB 259145 5090048 12.46% 1.777%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026735.D

Aca On 10 Jul 2020 15:48

Operator : JU/CG

Sample : L3246-02

Misc :

ALS Vial : 13 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\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 28644177
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026735.D

Aca On 10 Jul 2020 15:48

Operator : JU/CG

Sample : L3246-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
3500000 TIC: BM026735.D

3000000
2500000

2000000
4.96 6.53

1500000 7.63

1000000 8.47

500000 7.32 10.07

TR L S e L L L Tt L 1 e = TS NSRS

I 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 : .
3500000 TIC: BM026735.D

19.41

3000000

2500000

2000000 1259

15.49
1500000

1000000

13.08 16.74

500000 17.69

135" 15 { 16,00 83 17k 1843489208.18| 2006

L R B L e e L e = A

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

Abundance : .
3500000 TIC: BM026735.D

3000000

2500000

2000000

1500000
20.96 23.54

1000000

500000

T

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\BMO71020\
Data File : BM026735.D

Aca On 10 Jul 2020 15:48

Operator : JU/CG

Sample : L3246-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 5
R.T. EstConc Area Relative to ISTD R.T.
17.69 8.09 ng 407051 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 64
Abundance Scan 2517 (17.692 min): BM026735.D (-2510) (-) m/z 43.05 100.00%
48 g0 73
5000
97 129 213
| LS | 143157071185 199 | 557, 256 17.40 17.60 17.80 18.00
o m/z 73.05 93.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B BRI SN B
17.40 17.60 17.80 18 00
m/z 41.05 86.29%
7JJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance
60 73
43 R
17.40 17.60 17.80 18.00
5000 129 m/z 60.05 83.60%
g 15 e 214
101 143157 | 185
Oyt bl Ll g e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R R
60 73 17.40 17.60 17.80 18.00
43 m/z 55.10 80.90%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol Ml L 3 EIT L 02 | e e
m/z--> 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\BMO71020\
Data File : BM026735.D

Aca On 10 Jul 2020 15:48

Operator : JU/CG

Sample : L3246-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 unknownl18.43 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.43 2.31 ng 116292 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 38
ulfurous acid. di(2-ethvlhexvl)... 306 C16H3403S

1000309-19-1 38

.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 38
.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 38
,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 38
Abundance Scan 2643 (18.433 min): BM026735.D (-2638) (-) m/z 57.10 100.00%
57
o o MJAA_JL
8 1820 18.40 18.60 18.80
169 : - - -
oL 3 AL Ll L 145 199180206 am3 sa SRR O e
m/z--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
18.20 18.40 18.60 18.80
83 113 m/z 97.10 38.20%
Ol pili e, , J. 137 }§8. T
m/z--> 50 100 150 200 250 300
Abundance
57
1820 18.40 18,60 18.80
5000 m/z 55.10 28.96%
113
29 83
L e L WL WL S
nm/z--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate B REEREESEET
57 18.20 18.40 18.60 18.80
m/z 41.10 19.38%
5000
97
o 2| } 79 “ 119 150%%% 107 207 311
m/z--> 50 100 150 200 250 300 ' 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026735.D

Aca On 10 Jul 2020 15:48

Operator : JU/CG

Sample : L3246-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.72 10.61 ng 671983 Chrysene-di12 20.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 98
2 Cvcloeicosane 280 C20H40 000296-56-0 96
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
4 Cvclotetracosane 336 C24H48 000297-03-0 94
5 1-Docosene 308 C22H44 001599-67-3 94
Abundance Scan 3032 (20.721 min): BM026735.D (-3027) (-) m/z 57.10 100.00%
g7
83
5000
USSR IR
139 20.40 20.60 20.80 21.00
olL34 168 196 234256 281 307 339362385 416 m/z 43.10 97.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57 83
5000 R AR A R IR
11 20,40 20.60 20.80 21.00
m/z 55.10 92.10%
o l l 129‘1§7‘196 222 266 294 322
m/z--> 50 100 150 200 250 360 350 400
Abundance
55
83 AU IR
20.40 20.60 20.80 21.00
5000 m/z 83.10 71.68%
29 111
0 139 168 196 204 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #163018: 9-Tricosene, (2)- e AR B R o
55 |97 20.40 20.60 20.80 21.00
m/z 41.10 66.81%
5000
125
29 ’ } 322
oLl d ), \ 1 ¢153 182 210 238 266 294 |
m/z--> 50 100 150 200 250 300 350 400 2040 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026735.D

Aca On 10 Jul 2020 15:48

Operator : JU/CG

Sample : L3246-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Octacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.50 5.62 ng 345270 Perylene-d12 23.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Hexacosene 364 C26H52 018835-33-1 90
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 83
5 1-Octadecene 252 C18H36 000112-88-9 80
Abundance Scan 3334 (22.497 min): BM026735.D (-3332) (-) m/z 57.10 100.00%
97 83
5000 J J 1111 kuf_~¢\,h\Av]\\\m_~hw_¢_nv]\
139165193 259 293 324 22.20 22.40 22.60 22.80
Ol ,..| . g B3 en B v 310399427 49489 | "m/z 43.10 98.97%
miz--> 0 50 100 15 200 250 300 350 400 450
Abundance #215904: Octacosanol
57
97

5000 LA B L L L L L L L
22120 22.40 22.60 22.80
]25 m/z 55.10 95.07%
29
ol L 153181209236264292322 364392
S . ...,.. b4 o P
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
55 83
e
22.20 22.40 22.60 22.80
5000 11 m/z 83.10 83.57%
29 139
0 167 196 224 252 280 308
R T B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #193365: 1-Hexacosene AN EEman me
5 o 22.20 22.40 22.60 22.80
m/z 69.10 72.66%
5000
125
29 153 364
oL Jt | [181209237 278307336
e N G L e
mz-> 0 50 100 150 200 250 300 350 400 450 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026735.D

Aca On 10 Jul 2020 15:48

Operator : JU/CG

Sample : L3246-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 2
R.T. EstConc Area Relative to ISTD R.T.

23.54 23.41 ng 1439490 Perylene-di12 23.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heneicosane 296 C21H44 000629-94-7 97
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93

Abundance Scan 3511 (23.538 min): BM026735.D (-3507) (-) m/z 57.10 100.00%

5000 \

13 23.20 23.40 23.60 23.80
141169197
o 225252281 323352379410 445 490520 m/z 43.10 67.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane
57
85
5000 LA L L L L L L L LB |
23.20 23.40 23.60 23.80
- m/z 71.10 61.24%
o f}3}41169197225253 338
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
T T
23.20 23.40 23.60 23.80
5000 85 m/z 85.10 41 _45%
0” 113141 169197005055 296
] T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209567: Eicosane, 9-octyl- S EAEER RS e
43 23.20 23.40 23.60 23.80
m/z 55.10 23 .50%
71
5000
99 238 281
o | 127155183211 | 309336365392
L B R e R e
m/z--> 0 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\BMO71020\
Data File : BM026735.D

Aca On 10 Jul 2020 15:48

Operator : JU/CG

Sample : L3246-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.62 8.28 ng 509048 Perylene-d12 23.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 86
3 n-Tetracosanol-1 354 C24H500 000506-51-4 81
4 Cvclooctadecane. ethyl- 280 C20H40 1000151-22-5 74
5 1-Nonadecene 266 C19H38 018435-45-5 74
Abundance Scan 3525 (23.621 min): BM026735.D (-3521) (-) m/z 57.10 100.00%
g7
e J\k
125 23140 23.60 23.80 24.00
153 195 266 . . . )
ol 238460 300 348 399 445477 549 n/z 43.10 92620
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene
43
5000 83 LN BRI UL BRI B
Bmmmmmmm
MJ 111 m/z 83.10 83.76%
o 1 139167196224 267295322 462490
m/z--> §o 160 1%0 200 250 300 3éo 400 450 500 séo
Abundance
55 83
2340 23.60 23.80 24.00
5000 111 m/z 55.10 76.14%
266
o 139168 210238
m/z--> §o 160 1%0 200 250 300 3éo 460 4%0 560 séo
Abundance #186968: n-Tetracosanol-1 ERammEEs e
57 197 23.40 23.60 23.80 24.00
m/z 69.10 66.17%
5000
125
29 l 53
oL b 1193181210238266 308336
m/z--> §o 160 1%0 200 250 300 3éo 400 4%0 560 séo 2340 2360 2380 2400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71020\
Data File : BM026735.D

Acq On 10 Jul 2020 15:48

Operator : JU/CG

Sample - L3246-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820_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 17.69 8.1 ng 407051 4 16.74 1006750 20.0
unknownl18.43 18.43 2.3 ng 116292 4 16.74 1006750 20.0
1-Heneicosyl formate 20.72 10.6 ng 671983 5 20.96 1266520 20.0
Octacosanol 22.50 5.6 ng 345270 6 23.04 1229640 20.0
Tetracosane 23.54 23.4 ng 1439490 6 23.04 1229640 20.0
17-Pentatriacontene 23.62 8.3 ng 509048 6 23.04 1229640 20.0
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