LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\

Data File : BG044257.D

Aca On : 31 Jan 2020 13:03 Instrument :
Operator : CG/JU BNA_G

Sample : L1319-07 ClientSampleld :
Misc - RAINEY-PARK-BH-01-C
ALS Vial : 7 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 G\METHODS\8270-BG013020.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 5.016 324 328 336 rVB 44194 66892 1.54% 0.288%
2 5.492 402 409 424 rBV 910403 1482499 34.04% 6.391%
3 7.084 672 680 691 rBV 979802 1705666 39.16% 7.353%
4 7.912 815 821 829 rBV 233716 398422 9.15% 1.718%
5 8.236 868 876 886 rBV 733346 1292801 29.68% 5.573%
6 9.070 1010 1018 1033 rBV 582965 1063377 24.41% 4 .584%
7 10.715 1291 1298 1313 rBV 322102 608193 13.96% 2.622%
8 13.177 1709 1717 1728 rBV 1734272 2733048 62.75% 11.782%
9 14.005 1853 1858 1870 rBV 48634 81489 1.87% 0.351%
10 14.552 1944 1951 1961 rBV2 608403 996649 22.88% 4.296%

11 16.038 2198 2204 2220 rBV 1370717 2205050 50.63% 9.506%
12 17.296 2411 2418 2424 rBV 825914 1270496 29.17% 5.477%

13 17.689 2481 2485 2497 rBV5 19609 46931 1.08% 0.202%
14 19.346 2762 2767 2773 rBV 37718 59108 1.36% 0.255%
15 19.710 2822 2829 2835 rBV 36773 67972 1.56% 0.293%

16 19.910 2857 2863 2877 rBV 3237750 4355618 100.00% 18.777%
17 20.598 2973 2980 2988 rBV 290937 432131 9.92% 1.863%
18 21.215 3080 3085 3093 rBVv3 170638 334038 7.67% 1.440%
19 21.544 3133 3141 3160 rVB 792618 1389936 31.91% 5.992%
20 21.749 3172 3176 3181 rVB 45920 64365 1.48% 0.277%

21 22.337 3272 3276 3285 rVB2 61601 105551 2.42% 0.455%
22 23.007 3385 3390 3398 rVB 77811 144759 3.32% 0.624%
23 23.195 3415 3422 3432 rVB 271108 501735 11.52% 2.163%
24 23.782 3516 3522 3531 rBV2 79905 167843 3.85% 0.724%
25 24.640 3658 3668 3687 rBV2 428264 1484418 34.08% 6.399%

26 25.786 3854 3863 3871 rVB3 47401 137861 3.17% 0.594%

Sum of corrected areas: 23196848
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\

Data File : BG044257.D

Aca On : 31 Jan 2020 13:03

Operator : CG/JU

Samole - L1319-07 RAINEY-PARK-BH-01-C
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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: BG044257.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\

Data File : BG044257.D

Aca On : 31 Jan 2020 13:03

Operator : CG/JU

Samole - L1319-07 RAINEY-PARK-BH-01-C
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.02 3.36 ng 66892 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 329 (5.022 min): BG044257.D (-324) (-) m/z 43.05 100.00%
43
59
5000
101 v
| 83 207 460 4.80 5.00 5.20 5.40
T L e o = oL L m/z 59.10 63.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR SRR UL SRR R
460 4.80 5.00 5.20 5.40
59 m/z 101.00 25.72%
27 70 83 101
Oty e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520 5.40
5000 m/z 58.10 16.14%
101
15 58
0 28 69 84
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4—methy|— [Trrrprrroprrrrprrrorprom
43 460 4.80 5.00 5.20 5.40
m/z 39.10 8.17%
5000
15 - 101
27 56 ‘
0'"'wm"|"“l"‘“l??"i""l""l""l""l""l"" SRR AR AR RARRA RS
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\

Data File : BG044257.D

Aca On : 31 Jan 2020 13:03

Operator : CG/JU

Samole - L1319-07 RAINEY-PARK-BH-01-C
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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.
20.60 6.22 ng 432131 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 Octanamide 143 C8H17NO 000629-01-6 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Hexadecanamide 255 C16H33NO 000629-54-9 53
5 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 47
Abundance Scan 2980 (20.598 min): BG044257.D (-2973) (-) m/z 59.10 100.00%
59
5000 A‘
81 20.20 20.40 20.60 20.80 21.00
140
o L (103181210 238264 341 429 | sz 72.10 67.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 AR ARUNAUMA
20,20 20.40 20.60 20.80 21.00
m/z 55.10 37.73%
29 8l 126
o 41154 184 210 238 281
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
20.20 20.40 20.60 20.80 21.00
5000 m/z 41.10 33.29%
29 86 114 143
o7
m/z--> 50 100 150 200 250 300 350 400
Abundance #83609: Tetradecanamide T T T T
59 20.20 20.40 20.60 20.80 21.00
m/z 43.10 25.48%
5000
o 28 |86 114 149 184 227
e Ol e ae o e wo s de | | 205 g onias poa o1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\

Data File : BG044257.D

Aca On : 31 Jan 2020 13:03

Operator : CG/JU

Samole - L1319-07 RAINEY-PARK-BH-01-C
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Docosyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.21 4.81 ng 334038 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl trifluoroacetate 422 C24H45F302 1000351-75-5 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Tetracosvl trifluoroacetate 450 C26H49F302 1000351-76-4 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90
Abundance Scan 3084 (21.209 min): BG044257.D (-3080) (-) m/z 57.10 100.00%
57
83
5000
LN ORISR BRI R B
139163 221 20.80 21.00 21.20 21.40 21.60
I 185 2 249 223 m/z 43.10 86.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219709: Docosy! trifluoroacetate
57
97
5000 R U SRR BRI B
20.80 21.00 21.20 21.40 21.60
m/z 55.10 82 .53%
0 280 308 353 404
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 o7
20.80 21.00 21.20 21.40 21.60
5000 m/z 83.10 77.97%
125
o 29 153 182 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400
Abundance #227109: Tetracosy! trifluoroacetate R e L e
57 20.80 21.00 21.20 21.40 21.60
o7 m/z 97.05 74 .13%
5000
125
L2 (193,181 21020 260 308336 %81 432
m/z--> 50 100 150 200 250 300 350 400 20,80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\

Data File : BG044257.D

Aca On : 31 Jan 2020 13:03

Operator : CG/JU

Samole - L1319-07 RAINEY-PARK-BH-01-C
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.01 2.08 ng 144759 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3391 (23.012 min): BG044257.D (-3385) (-) m/z 57.10 100.00%
57
% 22:60 22.80 23.00 23.20 23.40
141 183 282 : : : : :
Ol ...],.1.1.4',‘....,..2.‘.‘0.... e M7z 71.10  74.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57
5000 SBRUABS USSR
22 60 22. 80 23. 00 23. 20 23. 40
99 m/z 43.10 58.37%
ol 26 Jl (41 183 225 282
miz--> 0 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
22/60 22.80 23.00 23.20 23.40
5000 m/z 85.05 55.67%
97
ol 26, [\ | 40 183 225 267 309 351 303 435 491 535 574 617
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane e L A e
57 22.60 22.80 23.00 23.20 23.40
m/z 55.10 26.84Y%
5000
99
ol 26 ] JJ 141 183 225 296
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 22 60 22. 80 23. 00 23. 20 23. 40

8270-BG013020-M Mon Feb 03 11:43:10 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044257.D

Aca On : 31 Jan 2020 13:03

Operator : CG/JU

Sample : L1319-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 Squalene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.19 6.76 ng 501735 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
4 trans-Geranvlaeraniol 290 C20H340 024034-73-9 78
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 52

Abundance Scan 3421 (23.189 min): BG044257.D (-3415) (-) m/z 69.10 100.00%
69
5000
41 o
137 22.80 23.00 23.20 23.40 23.60
ol L.., da iy 175203231267 285 341 429 7o g1.10 | 53.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 41 LA
22,80 23.00 23.20 23.40 23.60
95 m/z 41.05 23.33%
N " 161 Wtair 278209 U367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22:80 23.00 23.20 23.40 23.60
5000 m/z 95.10 13.64%
41
5 137
o 116 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- R AR RaamEEss e s
69 22.80 23.00 23.20 23.40 23.60
m/z 68.10 12.28%
41
5000
okl ilus | o 05 20
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\

Data File : BG044257.D

Aca On : 31 Jan 2020 13:03

Operator : CG/JU

Samole - L1319-07 RAINEY-PARK-BH-01-C
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.78 2.26 ng 167843 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3522 (23.782 min): BG044257.D (-3516) (-) m/z 57.10 100.00%
57
85
5000
LR NI U SN I
113 23.40 23.60 23.80 24.00
141 169 221
ol d bt 10102 221 280 s 429 G TS0 66, 46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 AR AR B
23. 40 23 60 23. 80 24.00
- m/z 71.10 65.20%
oL, | ﬂ11311?1 169 197 225 253 338
m/z--> 55 100 150 260 250 360 350 460
Abundance
57
2340 23.60 23.80 2400
5000 85 m/z 85.10 57.29%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance #209566: Octacosane e B e e
57 23.40 23.60 23.80 24.00
m/z 55.10 25.92%
- i W
29
old ‘ || | (113 141 169 197 225 253 281 309 337 365 394
m/z--> % 1& ﬁo M 250 %o @ 4& ZMM%M%MMOI
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG013120\

Data File : BG044257.D

Acq On : 31 Jan 2020 13:03

Operator : CG/JU

Sample - L1319-07 RAINEY-PARK-BH-01-C
Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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... 5.02 3.4 ng 66892 1 7.92 398422 20.0
9-Octadecenamide, ... 20.60 6.2 ng 432131 5 21.54 1389940 20.0
Docosyl trifluoro... 21.21 4.8 ng 334038 5 21.54 1389940 20.0
Eicosane 23.01 2.1 ng 144759 5 21.54 1389940 20.0
Squalene 23.19 6.8 ng 501735 6 24.64 1484420 20.0
Tetracosane 23.78 2.3 ng 167843 6 24.64 1484420 20.0
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