LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120919\
Data File : BP001292.D

Aca On : 10 Dec 2019 02:11

Operator :© JU

Sample : K6196-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP112719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.346 41 44 54 rvVB 23495 37014 1.07% 0.166%
2 4.075 328 338 344 rVB 40110 76865 2.22% 0.345%
3 5.617 596 600 612 rVB 123490 175455 5.08% 0.787%
4 6.211 695 701 715 rVB 971913 1213615 35.13% 5.447%
5 7.752 957 963 970 rBV 677903 807026 23.36% 3.622%
6 7.946 989 996 1010 rVB 1891646 2311639 66.91% 10.375%
7 8.305 1052 1057 1063 rBV 461994 527356 15.26% 2.367%
8 8.546 1092 1098 1103 rBVY 1758625 2150958 62.26% 9.654%
9 9.193 1200 1208 1211 rBvV 1357622 1836039 53.14% 8.241%
10 10.340 1397 1403 1408 rBvV 550561 631520 18.28% 2.834%
11 10.987 1508 1513 1520 rBvV2 37583 55347 1.60% 0.248%

12 12.122 1698 1706 1710 rBV 2668939 3188922 92.30% 14.313%
13 13.198 1883 1889 1899 rBvV 575020 732195 21.19% 3.286%
14 14.498 2103 2110 2126 rBV 1769121 2298121 66.52% 10.315%
15 15.598 2288 2297 2307 rBV 691357 778321 22.53% 3.493%

16 17.887 2679 2686 2689 rBV 3176921 3454891 100.00% 15.506%
17 19.116 2891 2895 2908 rBV2 59729 123259 3.57% 0.553%
18 19.239 2911 2916 2929 rVB 692121 745783 21.59% 3.347%

19 20.298 3092 3096 3098 rBvV 34896 38820 1.12% 0.174%
20 20.333 3098 3102 3106 rVB 48658 55321 1.60% 0.248%
21 20.692 3158 3163 3168 rBV 49014 64462 1.87% 0.289%
22 21.010 3211 3217 3226 rVB 514176 702964 20.35% 3.155%
23 21.128 3232 3237 3245 rVB 58111 83290 2.41% 0.374%
24 21.622 3316 3321 3327 rBV 49069 80382 2.33% 0.361%
25 22.192 3413 3418 3429 rVB2 34265 67685 1.96% 0.304%
26 22.863 3526 3532 3541 rVB6 17634 43029 1.25% 0.193%
Sum of corrected areas: 22280279
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001292.D

Aca On : 10 Dec 2019 02:11

Operator :© JU

Sample : K6196-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

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

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001292.D

Aca On : 10 Dec 2019 02:11

Operator :© JU

Sample : K6196-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.62 6.65 ng 175455 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 601 (5.622 min): BP001292.D (-596) (-) 43.00 100.00%

43
5000
101

5.20 5.40 5.60 5.80 6.00

OLrrr bl 236162 195 238266 298326356 398130 466502 549 | 'm/z 59.00 61.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [Trr T[T rrr[rrrrprrrrpro1

520 540 5.60 5.80 6.00
m/z 101.00  20.59%

15 101
0|]'l||I| LS S LN DL LI AL I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43
IR I UL L
520 540 5.60 5.80 6.00
5000 m/z 58.00 15.25%
101
0,..‘JJ, ||| LS S LA DL LI LR BN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethy| ester e
59 520 540 560 580 600

m/z 40.95 8.39%

11 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 5.40 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001292.D

Aca On : 10 Dec 2019 02:11

Operator :© JU

Sample : K6196-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 unknown7.95 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.95 87.67 ng 2311640 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 997 (7.952 min): BP001292.D (-989) (-) m/z 132.00 100.00%
132
5000 68
a0 | % o 207 249 w0 a8 760 7.80 8.00 820
ol 15 7 249276303 359389 4 478507535 m/z 68.00 46 _39%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AL L R L

7.60 7.80 8.00 8.20
m/z 66.00 36.29%

31
L O NN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14491: 5-Aminoindole
132
A ——
7.60 7.80 8.00 8.20
5000 m/z 134.00 33.28%
104
66
39,
olrpdeb— e b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- B B e
132 7.60 7.80 8.00 8.20
m/z 69.05 21.03%
5000
104
63 J
ol i o e e SNSSSMREYA NBESE S NS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001292.D

Aca On : 10 Dec 2019 02:11

Operator :© JU

Sample : K6196-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.12 3.31 ng 123259 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Triacontanol 438 C30H620 000593-50-0 93
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 2896 (19.122 min): BP001292.D (-2891) (-) m/z 57.00 100.00%
g7
97
5000
’125 18.80 19.00 19,20 19.40
153 : : : :
ob—AALLE L1035 208230 260 321 360393423 462495529 | ns 43 05 88.82%
m/z--> 100 150 200 250 300 350 400 450 500 550

Abundance #175127: Trifluoroacetoxy hexadecane

97

o
1

o1
o o

5000 R
18:80 19.00 19.20 19.40

29 125 m/z 55.00 86.23%

o | | 254 196224 269 320
e e e e e e e
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224417: 1-Triacontanol
97 IIIIIIIIIIIIIIIIIIIIIII
18.80 19.00 19.20 19.40
5000 m/z 83.05 75.03%
125
29 420
oL f 181209237265 308336364392
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227400: Heptadecy! heptafluorobutyrate
57 18.80 19.00 19.20 19.40
m/z 69.05 70.82%
97
5000
29 125
169
oLl | | %Y 210238 23 434
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550 18 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001292.D

Aca On : 10 Dec 2019 02:11

Operator :© JU

Sample : K6196-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.13 2.37 ng 83290 Perylene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 87
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 3237 (21.128 min): BP001292.D (-3232) (-) m/z 57.10 100.00%
g7
5000 85
13 20.80 21.00 21.20 2140
169
ol b d 1[,1 L A0, 207 239267295323 355384 415042470500 549 | 1757 43 00 63.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 UV AR SRR BB
20,80 21.00 21.20 21.40
m/z 71.05 55.57%
o }%}§1}§9197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117637: Nonadecane
57
o 20.80 21.00 21.20 21.40
5000 m/z 85.05 44 .79%
29
ol 313141169197 268
m/z--> 55 100 150 200 250 300 350 400 450 500 550
Abundance #83033: Tetradecane, 4-ethyl- R RERE S e oy e
43 20.80 21.00 21.20 21.40
m/z 55.00 19.50%
5000 71
o %9 12755 197226
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001292.D

Aca On : 10 Dec 2019 02:11

Operator :© JU

Sample : K6196-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Hexadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.62 2.29 ng 80382 Perylene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 93
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3321 (21.622 min): BP001292.D (-3316) (-) m/z 57.05 100.00%
57
5000 85 \Mm*w~md&hw~j\ﬁxﬂ*w’VWRuﬁw
R BN BRI SR SR
113 21.40 21.60 21.80 22.00
141
ol JAALE08197 230 281310 356 401 430470498527 | s 71705 64 94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94355: Hexadecane, 2-methyl-
57
85
5000 AL BN LN SO B
197 2140 21.60 21.80 22.00
113, 41 m/z 43.05 56.24%
Lol ||| [Ts0 | 20
IR "0 AR5 SR Sapn Apppa spapu Rsp AeuAASa Mepsa N
Abundance #209567: Eicosane, 9-octyl-
43
7 21140 2160 21.80 22.00
5000 m/z 85.10 44.72%
99 281
o] | 127155183211238 | 309336365392
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane S ARREEREERE LSS
21.40 21.60 21.80 22.00
m/z 54.95 26.46%
” T W
| 113141160107225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2140 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120919\
Data File : BP001292.D

Acq On : 10 Dec 2019 02:11

Operator : JU

Sample : K6196-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.62 6.7 ng 175455 1 8.30 527356 20.0
unknown7 .95 7.95 87.7 ng 2311640 1 8.30 527356 20.0
Trifluoroacetoxy ... 19.12 3.3 ng 123259 5 19.24 745783 20.0
Heptadecane, 9-oc... 21.13 2.4 ng 83290 6 21.01 702964 20.0
Hexadecane, 2-met... 21.62 2.3 ng 80382 6 21.01 702964 20.0
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