LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP012420\
Data File : BP001688.D

Aca On 24 Jan 2020 21:19

Operator : CG/JU

Sample : L1240-02

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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI1I\BNA P\METHODS\8270-BP010820.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 2.834 4 8 23 rvVB 51479 75553 5.73% 1.204%
2 5.175 400 406 416 rBV 233279 367956 27.91% 5.863%
3 6.751 667 674 691 rBV 284394 482506 36.60% 7.688%
4 7.551 802 810 818 rBV 57019 89014 6.75% 1.418%
5 7.869 855 864 877 rBV 184142 295513 22.42% 4_.709%
6 8.698 998 1005 1023 rBV 165475 295893 22.44% 4_.715%
7 10.328 1275 1282 1304 rBV 76813 139576 10.59% 2.224%
8 12.828 1700 1707 1722 rBV 426892 650517 49.34% 10.365%
9 13.675 1845 1851 1863 rBV 57276 92504 7.02% 1.474%
10 14.210 1936 1942 1954 rBV2 156167 229978 17 .44% 3.664%

11 15.716 2191 2198 2218 rBV 390958 631372 47.89% 10.060%
12 16.974 2405 2412 2426 rBV 217349 320054 24.28% 5.100%
13 19.563 2847 2852 2869 rBV 1091264 1318369 100.00% 21.006%

14 20.257 2962 2970 2980 rBvV 64836 92615 7.02% 1.476%
15 20.827 3062 3067 3074 rBvV2 54222 84540 6.41% 1.347%
16 21.080 3105 3110 3121 rBvV 333214 418223 31.72% 6.664%
17 21.262 3138 3141 3146 rvVB2 12876 14108 1.07% 0.225%
18 21.692 3210 3214 3218 rBvV2 20310 26399 2.00% 0.421%
19 22.151 3288 3292 3300 rvB2 23501 32979 2.50% 0.525%
20 22.274 3309 3313 3317 rVB2 15884 21818 1.65% 0.348%
21 22.657 3373 3378 3382 rVB 25251 35305 2.68% 0.563%
22 23.221 3469 3474 3477 rBV2 20244 31226 2.37% 0.498%
23 23.274 3477 3483 3495 rVB2 244372 452913 34.35% 7.217%
24 23.856 3577 3582 3588 rVB3 17873 33849 2.57% 0.539%
25 24.603 3704 3709 3715 rBV3 11322 21704 1.65% 0.346%
26 24.668 3715 3720 3727 rVB2 10540 21536 1.63% 0.343%
Sum of corrected areas: 6276020
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP012420\

BP001688.D

24 Jan 2020 21:19

CG/Ju

L1240-02

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP012420\
Data File : BP001688.D

Aca On : 24 Jan 2020 21:19

Operator : CG/JU

Sample : L1240-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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.

2.83 16.98 ng 75553 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 37
3 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 17
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 17
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 12

Abundance Scan 7 (2.828 min): BP001688.D (-4) (-) m/z 73.05 100.00%
3
43
5000
2.90 3.00 3.10 3.20
0 ,...|.,1.1.91.47.1.7.7.20.7.?3.9.?5.‘93??. S57390417446476 838 | "m/z 43.00  55.56%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U SRR R BN LU
2.90 3.00 3.10 3.20
m/z 55.05 29.44%
c,”nJ“..w..”,.”. ———
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 U SRR AR AN R
2.90 3.00 3.10 3.20
5000 m/z 87.10 26.15%
103
Oy P e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4448: 3-Pentanol, 3-methyl-
73 2.90 3.00 3.10 3.20
m/z 41.05 17.85%
5000
43
Ol%ﬂwlﬂ'iw"w"“ A L S BRI B B I U R R IR LR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP012420\
Data File : BP001688.D

Aca On : 24 Jan 2020 21:19

Operator : CG/JU

Sample : L1240-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.26 4.43 ng 92615 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 89
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 64
4 Octanamide 143 C8H17NO 000629-01-6 64
5 Nonanamide 157 C9H19NO 001120-07-6 59
Abundance Scan 2971 (20.263 min): BP001688.D (-2962) (-) m/z 59.05 100.00%

59
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86 20.00 20.20 20.40 20.60
0 126154 184 221252281312341 387 425 461 507 548

m/z 72.00 52.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128445: 9-Octadecenamide, (2)-
59

5000 T T A T
20. OO 20 20 20. 40 20. 60

m/z 41.00 42 .88%

29
. Gm‘ﬂ%6154184 238 21
- IIIIIIIII T TTTT IIIIIIIII IIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
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5000 m/z 55.05 39.05%
29
o 86 128155184 257
B o e o I B o e o e RS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #160272: Pentadecanamide, 15-bromo-
59 20.00 20.20 20.40 20.60

m/z 42.95 30.76%

5000
29, || |86 240
| |l 5114142170 212 | 278 321

O A L =SS, G L A R Mt

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. OO 20 20 20. 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP012420\
Data File : BP001688.D

Aca On : 24 Jan 2020 21:19

Operator : CG/JU

Sample : L1240-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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-Hexacosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.83 4.04 ng 84540 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 3067 (20.827 min): BP001688.D (-3062) (-) m/z 43.10 100.00%
48
83
5000
11 e e
153 207 20.60 20.80 21.00 21.20
Ol A AL, ,J.L-. k238270 323305385415 454 495 %48 | 77 57.05  96.70%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193365: 1-Hexacosene
57
5000
20.60 20.80 21.00 21.20
29 364 m/z 55.00 79.46%
0|--‘-‘|H ‘H\\H‘H“H’lh 8??9237 2783|O7336 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 RN SRS SN B
20.60 20.80 21.00 21.20
5000 m/z 68.95 66.34%
29 125
0 154 196224 269 320
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57 20.60 20.80 21.00 21.20
97 m/z 41.05 63.93%
5000
25
29
o 111 f | 450 196224 269 70
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo 2060 2080 2100 2120
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP012420\
Data File : BP001688.D

Acq On 24 Jan 2020 21:19

Operator : CG/JU

Sample : L1240-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.83 17.0 ng 75553 1 7.55 89014 20.0
9-Octadecenamide,... 20.26 4.4 ng 92615 5 21.08 418223 20.0
1-Hexacosene 20.83 4.0 ng 84540 5 21.08 418223 20.0
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