LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020520\
Data File : BG044307.D

Aca On : 5 Feb 2020 16:47

Operator : CG/JU

Sample : L1390-02

Misc :

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 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 5.015 323 328 337 rBV 34541 57012 1.04% 0.204%
2 5.491 402 409 428 rBV 1257047 2054240 37.49% 7.367%
3 7.083 672 680 693 rBY 1241193 2261272 41.27% 8.110%
4 7.912 812 821 830 rBV 265932 465593 8.50% 1.670%
5 8.241 868 877 886 rBV 984760 1767227 32.25% 6.338%

9.069 1009 1018 1037 rBV 750635 1408416 25.71% 5.051%
10.714 1291 1298 1310 rBV 348712 656312 11.98% 2.354%
13.176 1709 1717 1728 rBV 2107142 3357414 61.28% 12.041%
14.005 1851 1858 1865 rBVY 119972 195749 3.57% 0.702%
14.551 1944 1951 1963 rBV 620318 1020983 18.63% 3.662%

=
QO ~NO®

11 16.043 2197 2205 2215 rBV 1842687 2902625 52.98% 10.410%
12 17.295 2412 2418 2430 rBV 838763 1322806 24.14% 4.744%
13 19.915 2857 2864 2878 rBV 4014728 5478972 100.00% 19.650%
14 21.208 3079 3084 3096 rBV2 243177 449646 8.21% 1.613%
15 21.543 3134 3141 3151 rBV 861922 1451189 26.49% 5.204%

16 21.754 3172 3177 3185 rBV 84226 124538 2.27% 0.447%
17 22.342 3271 3277 3286 rBvV2 123609 210052 3.83% 0.753%
18 23.012 3384 3391 3401 rVB 130882 254067 4.64% 0.911%
19 23.194 3416 3422 3428 rVB 106519 192549 3.51% 0.691%
20 23.787 3516 3523 3531 rVB2 111162 236561 4._.32% 0.848%

21 24.639 3657 3668 3688 rBV2 494795 1724928 31.48% 6.186%
22 25.785 3854 3863 3872 rBV3 63450 216076 3.94% 0.775%
23 27.072 4076 4082 4093 rVB4 26589 75163 1.37% 0.270%

Sum of corrected areas: 27883390
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044307.D

Aca On : 5 Feb 2020 16:47

Operator : CG/JU

Sample : L1390-02

Misc :

ALS Vial : 8 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 : .
4000000 TIC: BG044307.D

3000000

2000000

5.49 7.08

1000000 8.24

7.91 10.71
5.02

S T o U/ nfR S ESEUMSSESMFSEY LSS ML S L e b

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10 00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG044307.D
4000000

19,92

3000000

13.18
2000000 16.04

1000000 17.29 21.54
14.55

21.21
14.00 k 21.75 22}64

O L e B e mm e T A RERSEREE

Time--> 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 20.50 21.00 21.50 22.00 22.50

Abundance : .
4000000 TIC: BG044307.D

3000000
2000000

1000000
24.64

2382419 23.79 h
CLA 25.78 27.07
O L U B o B i B S L e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044307.D

Aca On : 5 Feb 2020 16:47

Operator : CG/JU

Sample : L1390-02

Misc :

ALS Vial : 8 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 7

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

5.02 2.45 ng 57012 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 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Hexanamide 115 C6H13NO 000628-02-4 23

Abundance Scan 329 (5.021 min): BG044307.D (-323) (-) m/z 43.05 100.00%
43
59
5000
T 450 450 500 520 540
73 83 - - - - -
Ol 20l e S | m/z 59.10  66.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 IR LN UL UL
4.60 4.80 5.00 5.20 5.40
m/z 101.00 20.55%
0 25 3! 37 , 83 o3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 5.00 520 540
5000 m/z 58.05 13.94%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.36%
5000 31 43 3
0 25L\ 37\“H 53|, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044307.D

Aca On : 5 Feb 2020 16:47

Operator : CG/JU

Sample : L1390-02

Misc :

ALS Vial : 8 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 1-Heneicosyl formate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.21 6.20 ng 449646 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
Abundance Scan 3084 (21.208 min): BG044307.D (-3079) (-) m/z 57.05 100.00%

(63

7 83

5000

-

20.80 21.00 21.20 21.40 21.60
m/z 43.05 89.74%

139

o 168 189207 229 265 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57 83

:

5000 {BLNLLIL BNLEL L LI L B LB B
20.80 21.00 21.20 21.40 21.60
m/z 55.05 87 .45%
. 167 196 222 266 294 320340
rrrprrr e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
R e
20.80 21.00 21.20 21.40 21.60
5000 11 m/z 83.05 86.13%
29 139

o 167 196 224 252 280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol

20.80 21.00 21.20 21.40 21.60
m/z 97.10 79.06%

5000

139 167 196 238 266 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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\BG020520\
Data File : BG044307.D

Aca On : 5 Feb 2020 16:47

Operator : CG/JU

Sample : L1390-02

Misc :

ALS Vial : 8 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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.34 2.89 ng 210052 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Eilcosane 282 C20H42 000112-95-8 94
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3277 (22.342 min): BG044307.D (-3271) (-) m/z 57.10 100.00%
57
85
5000
3q | | 1113 141 169 211 239 268 295 355 2200 22.20 22.40 2260
L B T o e m/z 71.10 76.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane

-

5000
22.00 22.20 22.40 22.60

m/z 43.10 65.60%

113 141 169 197 205 268

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
i e o e
85 22.00 22.20 22.40 22.60
5000 m/z 85.10 55.35%
113
. 29 141 169 197 225 53 282
LA A i e e B A IS e e s s o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R L B B B B I
57 22.00 22.20 22.40 22.60
m/z 41.10 24 .36%
5000 85
113 141
NEIRES 77,141 169 197 225 253 281 300 337 365 393 422
LA B e B B B e B L A A e e o e e T T
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044307.D

Aca On : 5 Feb 2020 16:47

Operator : CG/JU

Sample : L1390-02

Misc :

ALS Vial : 8 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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.01 3.50 ng 254067 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane 310 C22H46 000629-97-0 91
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Hentriacontane 437 C31H64 000630-04-6 83

Abundance Scan 3391 (23.012 min): BG044307.D (-3384) (-) m/z 57.10 100.00%

57

5000

3

22.60 22.80 23.00 23.20 23.40
m/z 71.10 71.47%

141

ol 169 189 211 253 283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
5|7
85
22.60 22.80 23.00 23.20 23.40
4 s m/z 43.10 62.47%
ol 2 || | 77,14 169 197 25 253 281296
HWHHP”,””.”qnnpu.””.”.””.”.””.”.””.”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e e e
22.60 22.80 23.00 23.20 23.40
5000 85 m/z 85.05 57 .81%
41
0 26 197 225 253 281 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #202264: Octadecane, 1-iodo- TR TR
57 22.60 22.80 23.00 23.20 23.40

m/z 55.10 21.18%

5000 85

%

15 | | | L 13 1137 195 183 2 253

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 22.60 22.80 23.00 23.20 23.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044307.D

Aca On : 5 Feb 2020 16:47

Operator : CG/JU

Sample : L1390-02

Misc :

ALS Vial : 8 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 6 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.19 2.23 ng 192549 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 Farnesol isomer a 222 C15H260 1000108-92-4 80
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 80
Abundance Scan 3421 (23.188 min): BG044307.D (-3416) (-) m/z 69.10 100.00%
69
5000
41
9 137 22.80 23.00 23.20 23.40 23.60
175 : : : : :
ol by L4170, 175203231 28 s 7> 81.05  53.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 NN USRI
22.80 23.00 23.20 23.40 23.60
41 m/z 41.10 24 .61%
95 137
0 L L L 217 | 163 191 217 245 273 299 341 367 410
LI L UL UL UL UL UL UL U
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 95.05 13.53%
41
9% 137
0 117 | 161 191 231 273 299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... B B e e
69 22.80 23.00 23.20 23.40 23.60
m/z 68.10 13.32%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384
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\BG020520\
Data File : BG044307.D

Aca On : 5 Feb 2020 16:47

Operator : CG/JU

Sample : L1390-02

Misc :

ALS Vial : 8 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 5

R.T. EstConc Area Relative to ISTD R.T.
23.79 2.74 ng 236561 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 3523 (23.787 min): BG044307.D (-3516) (-) m/z 57.10 100.00%
57
85
5000
113 23.40 23.60 23.80 24.00 24.20
141 169
ol 2 b A | M 109180207225 253 am1 357 o T 0T 6y o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
23.40 23.60 23.80 24.00 24.20
m/z 43.10 64 .40%
29 113
oL | Ju | .14t 169 197 205 253 296
m/z--> 55 160 150 200 2%0 360 3%0
Abundance
57
g5 23.40 23.60 23.80 24.00 24.20
5000 m/z 85.10 54 .62%
113
o 39 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 200 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl- AR s s o
57 23.40 23.60 23.80 24.00 24.20
m/z 55.05 21.96%
- I /MW/\M«I(
o3 ‘} | [ M3,141 169 197 % 567 204 323 352
m/z--> 5'0 1(')0 1&1;0 200 251;0 3(')0 351;0 23.'40 23.I60 23.|80 24.'00 24.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044307.D

Aca On : 5 Feb 2020 16:47

Operator : CG/JU

Sample : L1390-02

Misc :

ALS Vial : 8 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 8 Docosane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.78 2.51 ng 216076 Perylene-d12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Triacontane 422 C30H62 000638-68-6 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetratetracontane 619 C44H90 007098-22-8 81
Abundance Scan 3862 (25.779 min): BG044307.D (-3854) (-) m/z 57.10 100.00%
57
T WJ\\‘\
5000
127 25.40 25.60 25.80 26.00
155 183 215 460
0 ,H||,l D202 3 A0 Tw/z 71.10  65.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209568: Docosane, 7-hexyl-
57
5000 85 AR UL AR SN
25,40 25.60 25.80 26.00
113 16 m/z 43.10 57.02%
ol A T 211 239 267 3?9 337 363 392
m/z--> 50 160 1%0 200 250 300 350 400 450
Abundance
57
25.40 25.60 25.80 26.00
5000 85 m/z 85.10 52.81%

113
141 169 197 239 267 204 323 352

EEE

T i e S e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219831: Triacontane s S e
57 25.40 25.60 25.80 26.00
m/z 41.10 21.02%
- I MMMMANNAAMWVj/\TW\MWMMWNWMV
113
NEIRE | 17141 169 197 225 253 281 309 337 365 393 422
e e e N Al .
m/z--> 50 100 150 200 250 300 350 400 450 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020520\
Data File : BG044307.D

Acq On : 5 Feb 2020 16:47

Operator : CG/JU

Sample - L1390-02

Misc :

ALS Vial : 8 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 2.5 ng 57012 1 7.92 465593 20.0
1-Heneicosyl formate 21.21 6.2 ng 449646 5 21.54 1451190 20.0
Nonadecane 22.34 2.9 ng 210052 5 21.54 1451190 20.0
Heneicosane 23.01 3.5 ng 254067 5 21.54 1451190 20.0
Supraene 23.19 2.2 ng 192549 6 24.64 1724930 20.0
Tetracosane 23.79 2.7 ng 236561 6 24.64 1724930 20.0
Docosane, 7-hexyl- 25.78 2.5 ng 216076 6 24.64 1724930 20.0
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