LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM013020\

Data File : BM024665.D

Aca On : 30 Jan 2020 19:09 Instrument :
Operator : CG/JU BNA_M

Sample - L1318-01 ClientSampleld :
Misc - RAINEY-PARK-BH-03-A
ALS Vial : 8 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-BM012320.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 4.622 291 295 304 rVB 65187 92413 1.05% 0.188%
2 5.069 364 371 381 rBVY 2254492 3165159 35.91% 6.446%
3 6.628 628 636 649 rBY 2154188 3265214 37.04% 6.650%
4 7.428 766 772 782 rBV 594514 915448 10.38% 1.864%
5 7.745 817 826 834 rBVY 2072978 3206799 36.38% 6.531%
6 8.569 958 966 980 rBY 1383603 2210807 25.08% 4 .503%
7 10.186 1233 1241 1249 rBV 722699 1170403 13.28% 2.384%
8 12.692 1660 1667 1678 rBV 3790252 5433082 61.63% 11.065%
9 13.551 1806 1813 1820 rBV 134993 189434 2.15% 0.386%
10 14.080 1896 1903 1910 rBVY 1146564 1658684 18.82% 3.378%

11 15.580 2151 2158 2170 rBV 3303002 4709724 53.43% 9.592%
12 16.833 2364 2371 2375 rBV 1451243 2059167 23.36% 4.194%
13 16.874 2375 2378 2384 rVB 209638 273322 3.10% 0.557%
14 17.262 2434 2444 2452 rBV4 42620 99860 1.13% 0.203%
15 17.774 2524 2531 2538 rBV2 258671 417718 4.74% 0.851%

16 18.897 2717 2722 2728 rBV 404306 561561 6.37% 1.144%
17 19.262 2776 2784 2789 rBV 406948 598559 6.79% 1.219%
18 19.492 2817 2823 2835 rVB 7344794 8815142 100.00% 17.953%
19 20.209 2942 2945 2951 rBV2 83977 98772 1.12% 0.201%
20 20.797 3041 3045 3057 rVB3 519478 766073 8.69% 1.560%

21 21.003 3077 3080 3081 rBV 100573 102692 1.16% 0.209%
22 21.044 3081 3087 3091 rVV 2447153 3466222 39.32% 7.060%
23 21.080 3091 3093 3101 rVB 267172 318329 3.61% 0.648%
24 21.250 3119 3122 3128 rVB3 118895 122867 1.39% 0.250%
25 21.674 3190 3194 3200 rBV2 219407 325411 3.69% 0.663%

26 22.109 3265 3268 3272 rVB 215468 239876 2.72% 0.489%
27 22.221 3283 3287 3293 rVB 649054 822947 9.34% 1.676%
28 22.580 3345 3348 3352 rVB2 287346 402658 4._.57% 0.820%
29 23.115 3436 3439 3440 rBvV 142575 169325 1.92% 0.345%
30 23.150 3440 3445 3452 rVB 1773413 3023277 34.30% 6.157%

31 23.709 3537 3540 3547 rVB 247924 399099 4_.53% 0.813%

Sum of corrected areas: 49100044
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM013020\

Data File : BM024665.D

Aca On : 30 Jan 2020 19:09

Operator : CG/JU

Samole - Li3ls-01 RAINEY-PARK-BH-03-A
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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: BM024665.D
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8270-BM012320.-M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM013020\
Data File : BM024665.D

Aca On : 30 Jan 2020 19:09

Operator : CG/JU

Sample : L1318-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.62 2.02 ng 92413 1,4-Dichlorobenzene-d4 7.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 1.l1-dipropoxv- 160 C9H2002 004744-11-0 39
3 Methvl 2-(2-(2-methoxvethoxv)eth... 192 C8H1605 1000366-88-2 33
4 Butvric acid. 3-bromo-. methvl e... 180 C5H9Br02 021249-59-2 33
5 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 33

Abundance Scan 295 (4.622 min): BM024665.D (-291) (-) m/z 43.00 100.00%
a3
59
5000 101
83 420 4.40 4.60 4.80 5.00
b Ml B 208221 S a0 76, 45%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R A LR R R
420 4.40 4.60 4.80 5.00
m/z 101.10 37.18%
%1 83 101
O B o T S S
m/z--> 20 45 60 86 100 120 140 160 180 200 220
Abundance
43 59
420 440 460 480 5.00
5000 101 m/z 58.05 15.84%
31
89 131
0 '"I""I""I"7?I""I"”I'"'I"'%ﬁq"' I SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54915: Methyl 2-(2-(2-methoxyethoxy)ethoxy)acetate
59 420 4.40 4.60 4.80 5.00
m/z 39.10 11.21%
5000 45 117
29
I I e < 133 147 160 "
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 420 440 460 480 500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM013020\

Data File : BM024665.D

Aca On : 30 Jan 2020 19:09

Operator : CG/JU

Samole - Li3ls-01 RAINEY-PARK-BH-03-A
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.77 4_.06 ng 417718 Phenanthrene-d10 16.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2530 (17.768 min): BM024665.D (-2524) (-) m/z 73.00 100.00%
7R
43
>0 | 19 mk‘\l\
192 213
7 115 B B o i
LJ“ 01 1438574 227 2% - 17,40 17.60 17.80 18.00
o} m/z 60.00 67.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
17.40 17.60 17.80 18.00
m/z 43.00 55.38%
1Ji 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

:

73

43 T T T T T T T T T
57 17.40 17.60 17.80 18.00

m/ 57.00 50.93%
5000 129 z 0

29 185 228
87 115
101 143757171

199513

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
43 73 17.40 17.60 17.80 18.00
m/z 41.00 50.34%
57
5000
29
129

H T? 01115 ‘ 171185 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17. 60 17. 80 18. 00
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8270-BM012320.-M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM013020\
Data File : BM024665.D

Aca On : 30 Jan 2020 19:09

Operator : CG/JU

Sample : L1318-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Behenic alcohol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.80 4.42 ng 766073 Chrysene-di12 21.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol - 284 C19H400 001454-84-8 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 3045 (20.797 min): BM024665.D (-3041) (-) m/z 83.10 100.00%
55
5000 11 \
16714208 234 20.40 20.60 20.80 21.00 21.20
0 187 280 325 356 401 m/z 97.05 96 . 47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 111 LN  L  LBL L BLB
mmmmmmmmmm
29 m/z 69.10 89.71%
oL i Al \‘\ I “\ } 187 196 224 252 280 308
m/z--> 55 100 150 260 250 360 3%0 400
Abundance
55 83
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
20.40 20.60 20.80 21.00 21.20
5000 111 m/z 55.10 84 _.04%
29
o 139 168 196 238 266
m/z--> 55 160 1éo 260 250 300 3%0 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T B e e
57 20.40 20.60 20.80 21.00 21.20
83 m/z 57.05 80.56%
5000 111
29
ol l‘ | [[10 182210 255 356
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 351,0 4(')0 20. 40 20. 60 20 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM013020\

Data File : BM024665.D

Aca On : 30 Jan 2020 19:09

Operator : CG/JU

Samole - Li3ls-01 RAINEY-PARK-BH-03-A
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22.22 5.44 ng 822947 Perylene-d12 23.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Saualene 410 C30H50 000111-02-4 90
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 59
5 trans-Farnesol 222 C15H260 000106-28-5 59

Abundance Scan 3287 (22.221 min): BM024665.D (-3283) (-) m/z 69.05 100.00%

9

5000

EE

9 137 22.00 22.20 22.40 22.60

m/z 81.05 49_.51%

175 207232

281 313341367 410

o 475503

mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215928: Supraene
69
5000 LN L L L L LB

22.00 22.20 22.40 22.60
41 m/z 41.05 20.54%

95
0 L M“d 163191217245273299 341367 410
I o e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
R e AR
22.00 22.20 22.40 22.60
s000, 4 m/z 95.05 14.42%
0 163191217 273299 341367 410
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #79427: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- S T o R
69 22.00 22.20 22.40 22.60
m/z 68.05 12.75%
5000, 41

-

5 136
ol 15, il I g ) 162191 222
EAREE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60
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8270-BM012320.-M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM013020\
Data File : BM024665.D

Aca On : 30 Jan 2020 19:09

Operator : CG/JU

Sample : L1318-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.71 2.64 ng 399099 Perylene-d12 23.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90

Abundance Scan 3540 (23.709 min): BM024665.D (-3537) (-) m/z 57.10 100.00%
57
85
5000
SN DA L PR
141169 207 93g 281 23.40 23.60 23.80 24.00
I ¥ Jlll bt b 30 . 308, 396385 432 476504 849 | sz 71.10 90.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57
85
5000 IR AU AR
Bmmmmmmm
29 m/z 85.10 70.12%
o ‘L L h’l\ 141169197225053 296
m/z--> 6 55 100 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 43.10 59.32%
0 3141 183211239267296
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #117638: Nonadecane e RERREEEEEE
23.40 23.60 23.80 24.00
m/z 55.05 25.76%
h MMAAW
| 13141169197205 268
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 2340 2360 2380 2400 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM013020\

Data File : BM024665.D

Acq On : 30 Jan 2020 19:09

Operator : CG/JU

Sample - L13ls-01 RAINEY-PARK-BH-03-A
Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM012320_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... 4.62 2.0 ng 92413 1 7.43 915448 20.0
n-Hexadecanoic acid 17.77 4.1 ng 417718 4 16.83 2059170 20.0
Behenic alcohol 20.80 4.4 ng 766073 5 21.04 3466220 20.0
Supraene 22.22 5.4 ng 822947 6 23.15 3023280 20.0
Heneicosane 23.71 2.6 ng 399099 6 23.15 3023280 20.0
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