LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021920\
Data File : BG044496.D

Aca On : 19 Feb 2020 19:25

Operator : CG/JU

Sample : L1558-03

Misc :

ALS Vial : 10 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 5.472 398 406 418 rBV 757189 1270065 42.46% 7 .539%
2 7.065 669 677 693 rBV 737913 1312054 43.86% 7.788%
3 7.887 809 817 825 rBV 188368 327855 10.96% 1.946%
4 8.210 865 872 883 rVB 600046 1051117 35.14% 6.239%
5 9.045 1006 1014 1029 rBV 440672 805272 26.92% 4_.780%
6 10.690 1285 1294 1306 rBV 240426 449305 15.02% 2.667%
7 13.152 1705 1713 1726 rBV 1138390 1813993 60.64% 10.767%
8 13.434 1754 1761 1768 rBV 39077 64382 2.15% 0.382%
9 13.986 1848 1855 1865 rBV 36523 62569 2.09% 0.371%
10 14.526 1941 1947 1961 rBvV 391930 643432 21.51% 3.819%
11 15.660 2135 2140 2149 rBvV2 21111 34309 1.15% 0.204%

12 16.019 2194 2201 2226 rBV 843861 1670030 55.83% 9.913%
13 17.276 2408 2415 2426 rBV 545522 861079 28.79%% 5.111%
14 19.891 2854 2860 2869 rBV 2234213 2991309 100.00% 17.756%
15 21.189 3077 3081 3089 rBV2 123668 228287 7.63% 1.355%

16 21.254 3089 3092 3100 rVB 38943 69392 2.32% 0.412%
17 21.518 3131 3137 3156 rVB 632119 1123651 37.56% 6.670%
18 21.724 3167 3172 3176 rBV 65504 93571 3.13% 0.555%

19 22.306 3267 3271 3280 rVB 89443 141910 4.74% 0.842%
20 22.970 3379 3384 3392 rVB 101777 175199 5.86% 1.040%

21 23.152 3409 3415 3422 rVB 122192 235597 7.88% 1.398%
22 23.739 3509 3515 3524 rVB2 89490 182585 6.10% 1.084%
23 24.597 3652 3661 3681 rVB3 376937 1240134 41.46% 7.361%

Sum of corrected areas: 16847097
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044496.D

Aca On : 19 Feb 2020 19:25

Operator : CG/JU

Sample : L1558-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\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:

Abundance TIC: BG044496.D
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1500000

1000000

5.47 7.06

8.21

500000 9.04

7.89 10.69
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TIC: BG044496.D

Time-->
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Ll3.43 13.99 15.66
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TIC: BG044496.D

Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044496.D

Aca On : 19 Feb 2020 19:25

Operator : CG/JU

Sample : L1558-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG013020.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 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.43 2.00 ng 64382 Acenaphthene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 64
2 Metacetamol 151 C8HONO2 000621-42-1 59
3 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 59
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 47
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 46
Abundance Scan 1760 (13.428 min): BG044496.D (-1754) (-) m/z 43.10 100.00%
48 109
151
5000
57 69 85 RN SRR BN SR
| | || | 97 123 169 13.20 13.40 13.60 13.80
0...,....',".'.".",.":'..",I"..'.l.'l.'l.":'.l"...'.,..!.,..'..,....,...., m/z 109.10 83.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 R BRI BN BN SR
13.20 13.40 13.60 13.80
57 69 g5 m/z 151.10 55.20%
obots B b il g 207 | TP e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
' 13.20 13.40 13.60 13.80
5000 151 m/z 85.10 18.75%
43
80
ol 15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline A Easranao oo e
109 13.20 13.40 13.60 13.80
m/z 69.10 17.42%
5000
151
80
ol 1527 415365 ) o2 | 122136 |
m/z--> 20 40 60 8 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044496.D

Aca On : 19 Feb 2020 19:25

Operator : CG/JU

Sample : L1558-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG013020.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 3 Oxalic acid, isobutyl hepta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

2119 4.06 ng 228287  Chrysene-di2 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxalic acid. i1sobutvl heptadecvl...
2 Tetracosvl heptafluorobutvrate

3 Tricosvl pentafluoropropionate

4 Docosvl pentafluoropropionate

5 Octacosyl trifluoroacetate

384 C23H4404

550 C28H49F702
486 C26H47F502
472 C25H45F502
506 C30H57F302

1000309-38-2 83
1000351-83-7 81
1000351-81-0 81
1000351-80-9 81
1000351-74-9 81

Abundance Scan 3081 (21.189 min): BG044496.D (-3077) (-) m/z 57.10 100.00%
57
83
5000
111
168 20.80 21.00 21.20 21.40 21.60
210239268 y y - : =
Okl § Eal m/z 43.10 71.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57
5000 | NI LI L L L LB L
20.80 21.00 21.20 21.40 21.60
83 m/z 71.10 62.97%
29 111
ol | 130160 210238
et e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
A EEE TR
97 20.80 21.00 21.20 21.40 21.60
5000 m/z 83.10 55.50%
125
29
o 169196222250278 308336 381 532
T T T e T [ e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #233557: Tricosy pentafluoropropionate A EEE TR
57 20.80 21.00 21.20 21.40 21.60
m/z 55.10 54 _23%
97
5000
125
29
bl d 153181 210238264 294322 367 468
L s B L I o B N s A EEE TR
m/z--> 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044496.D

Aca On : 19 Feb 2020 19:25

Operator : CG/JU

Sample : L1558-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG013020.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 4 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.31 2.53 ng 141910 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3272 (22.311 min): BG044496.D (-3267) (-) m/z 57.10 100.00%
g7
5000
SNSRI BN SRR
141 169 22.00 22.20 22.40 22.60
ob——H II J. ot 227 201268 296 | 341 no771.10  76.62%
m/z--> 50 100 150 200 250 300
Abundance #129490: Eicosane
57
85
5000 AR AU
nmnmnmnm
m/z 43.10 64 .79%
29 113 141
ol b f ) |] [, 169 197 225 253 282
m/z--> 55 100 1éo 260 2%0 360
Abundance
57
g5 22.00 22.20 22.40 22.60
5000 m/z 85.10 54 _.51%
140
29 168
o 11 197 239 267
m/z--> 55 160 150 200 250 300
Abundance #141426: Heneicosane A mE e
57 22.00 22.20 22.40 22.60
m/z 55.10 27 .47%
85
- NVWMM\NWJLNW
29 113
oL T 4 160 197 225 253 296
m/z--> % @ 150 200 @ 300 ' nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044496.D

Aca On : 19 Feb 2020 19:25

Operator : CG/JU

Sample : L1558-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG013020.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 5 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22 .97 3.12 ng 175199 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3384 (22.970 min): BG044496.D (-3379) (-) m/z 57.10 100.00%
57 ﬂ
85
5000
USSR USRI
127 22.60 22.80 23.00 23.20
155 183
ol l , 1110@ ey 206225 249208 295 31 m/z 71.10 69.22%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U AR U B B
nmnmmmmm
m/z 43.10 59.47%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance
57
22.60 22.80 23.00 23.20
5000 85 m/z 85.10 53.78%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #94346: Heptadecane L L L L L DL B
57 22.60 22.80 23.00 23.20
m/z 41.10 21.19%
85
5000
29
0 L g J11134 141 169 107 240
m/z--> % @ @ ﬁ 250 @ @ 2mwmmwwnol
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044496.D

Aca On : 19 Feb 2020 19:25

Operator : CG/JU

Sample : L1558-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG013020.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 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.15 3.80ng 235597  Perylene-di2 24.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene

410 C30H50

3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24

4 4.9.13.17-Tetramethyl-4.8.12.16-...

316 C22H360

007683-64-9 91
062951-96-6 86
056882-09-8 83

5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 3415 (23.152 min): BG044496.D (-3409) (-) m/z 69.10 100.00%
69
5000 ’\
Tl 2278 23100 2320 2340
175 203 ' ' ' :
ol b d 437 A, 175,203 231 281 salser | nzo 81,10 | 50.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000 41 LA L L L L L L L I
22.80 23.00 23.20 23.40
95 m/z 41.10 21.90%
137
0 Ly g1y ae1 191 217 273 299 341 367 410
b o o R e e A S S S I e A
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
B
22.80 23.00 23.20 23.40
5000 m/z 95.10 13.93%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- L B
69 22.80 23.00 23.20 23.40
a1 m/z 137.05 10.76%
5000
95 123 149
LW B ey
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044496.D

Aca On : 19 Feb 2020 19:25

Operator : CG/JU

Sample : L1558-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG013020.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 7 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.74 2.94 ng 182585 Perylene-d12 24 .60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 72
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 3515 (23.739 min): BG044496.D (-3509) (-) m/z 57.10 100.00%
57
85
5000
LN U U
141 169 23.40 23.60 23.80 24.00
Y ‘l L PA8020 296 295 388 nyz 71.10  70.92%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 AR A BN
Bmmmmmmm
113 m/z 43.10 60.79%
oL 2| J L 11f1,169139211 239 267 295 323 352
m/z--> 55 100 1%0 200 250 360 3%0 '
Abundance
57
23140 23.60 23.80 24.00
5000 85 m/z 85.10 56.62%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #141426: Heneicosane LI LN L B LB
57 23.40 23.60 23.80 24.00
m/z 55.10 22.07%
85
o Ammemmewfwjmwﬁmﬂwﬂu%fkwﬂk
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 2340 2360 2380 2400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021920\
Data File : BG044496.D

Acq On : 19 Feb 2020 19:25

Operator : CG/JU

Sample - L1558-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
Quant Title : 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]
2,4,7,9-Tetrameth... 13.43 2.0 ng 64382 3 14.53 643432 20.0
Oxalic acid, isob... 21.19 4.1 ng 228287 5 21.52 1123650 20.0
Eicosane 22.31 2.5 ng 141910 5 21.52 1123650 20.0
Heneicosane 22.97 3.1 ng 175199 5 21.52 1123650 20.0
Squalene 23.15 3.8 ng 235597 6 24.60 1240130 20.0
Pentacosane 23.74 2.9 ng 182585 6 24.60 1240130 20.0
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