LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG022020\
Data File : BG044531.D
Aca On : 20 Feb 2020 21:52 Instrument :
Operator : CG/JU ?Z'I\!A_(t;S el

- _ lentosampleld :
a?ggle : L1595-01 FK-BPM-01-C2-C3-C2A-C3A
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 5.460 397 404 416 rBV 772091 1280061 40.52% 7.524%
2 7.053 668 675 695 rBV 760184 1381973 43.75% 8.123%
3 7.881 808 816 825 rBV 184025 310866 9.84% 1.827%
4 8.204 863 871 881 rBV 628205 1112470 35.22% 6.539%
5 9.039 1004 1013 1031 rBV 435218 850545 26.93% 4 .999%
6 10.678 1285 1292 1310 rBV 221557 438189 13.87% 2.575%
7 13.140 1704 1711 1731 rBV 1257556 2065157 65.38% 12.138%
8 13.422 1754 1759 1766 rBV 31216 49805 1.58% 0.293%
9 13.980 1848 1854 1862 rBV 50502 89803 2.84% 0.528%
10 14.520 1939 1946 1957 rBvV 414890 642637 20.34% 3.777%

11 16.013 2193 2200 2219 rBV 982001 1575706 49.88% 9.261%
12 17.264 2406 2413 2426 rBV 494333 790470 25.02% 4.646%
13 19.885 2852 2859 2868 rBV 2339399 3158933 100.00% 18.567%
14 21.177 3074 3079 3087 rBV3 196923 331136 10.48% 1.946%

15 21.248 3087 3091 3102 rVB 36077 69549 2.20% 0.409%
16 21.412 3114 3119 3125 rVB 29078 44056 1.39% 0.259%
17 21.506 3129 3135 3145 rBvV 574136 937745 29.69% 5.512%
18 21.712 3165 3170 3178 rBV2 59183 88408 2.80% 0.520%

19 22.294 3264 3269 3281 rVB 76821 137719 4_36% 0.809%
20 22.952 3375 3381 3390 rVB 86416 161741 5.12% 0.951%

21 23.721 3504 3512 3522 rBV2 77147 171786 5.44% 1.010%
22 24.573 3648 3657 3674 rBV 348781 1139757 36.08% 6.699%

23 25.690 3840 3847 3855 rVB2 44523 114942 3.64% 0.676%
24 26.971 4057 4065 4076 rVB6 21016 70401 2.23% 0.414%

Sum of corrected areas: 17013855
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\

Data File : BG044531.D

Aca On : 20 Feb 2020 21:52

Operator : CG/JU

ﬁ?ggle : L1595-01 FK-BPM-01-C2-C3-C2A-C3A
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: BG044531.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\

Data File : BG044531.D

Aca On : 20 Feb 2020 21:52

Operator : CG/JU

ﬁ?ggle : L1595-01 FK-BPM-01-C2-C3-C2A-C3A
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 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.18 7.06 ng 331136 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 3079 (21.177 min): BG044531.D (-3074) (-) m/z 57.10 100.00%
57
83
5000
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rﬁ
20.80 21.00 21.20 21.40
el m/z 43.10 79.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
5000 UL SRR R
11 20.80 21.00 21.20 21.40
29 m/z 83.05 76 .34%
LLd ) 1139 168 210 238 566 205
m/z--> éo 160 150 200 250 300 350 400
Abundance
57
83 20.80 21.00 21.20 21.40
5000 m/z 55.10 68.80%
111
29
139 169 515238 g3 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol A haEmEE RS
55 83 20.80 21.00 21.20 21.40
m/z 97.05 67.07%
5000 111
29
il ‘ ‘J 1139 167 195 235 266 204
m/z--> 5'0 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\

Data File : BG044531.D

Aca On : 20 Feb 2020 21:52

Operator : CG/JU

ﬁ?ggle : L1595-01 FK-BPM-01-C2-C3-C2A-C3A
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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.29 2.94 ng 137719 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3268 (22.288 min): BG044531.D (-3264) (-) m/z 57.05 100.00%
57
5000
U A R B
141 169 211 22.00 22.20 22.40 22.60
S ‘| L JorZ 249 283 3 | m/z 71.10 74.90%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 IR AR TR BARAR RO
2200 22.20 22.40 22.60
113 m/z 43.05 64.77%
2?] L 4 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance
57
| 22.00 22.20 22.40 22.60
5000 85 m/z 85.10 53.16%
37 13 141 169 197 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57 22.00 22.20 22.40 22.60
m/z 55.10 25.65%
85
h w#wuVWM”MNMMMM]\WNJNW“JWW“MVW
29 113
BNy J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 2200 22.20 22,40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\

Data File : BG044531.D

Aca On : 20 Feb 2020 21:52

Operator : CG/JU

ﬁ?ggle : L1595-01 FK-BPM-01-C2-C3-C2A-C3A
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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.95 3.45 ng 161741 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 3381 (22.952 min): BG044531.D (-3375) (-) m/z 57.10 100.00%
57 (
5000 85
UV IR
141 22.60 22.80 23.00 23.20
—_— .|, II *| 9 W7o S 28 m/z 71.10  73.82%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 RN AR
nmnmmmmm
m/z 43.10 64 .24%
29 13 44
L Ll 1] L7 169 107 225 253 296
m/z--> §o 100 1%0 260 250 360 3%0
Abundance
57
22.60 22.80 23.00 23.20
5000 85 m/z 85.10 51.82%
29 13 141 160 107 225 253 205 323 367
m/z--> §o 160 1%0 260 2%0 300 3%0
Abundance #194499: Eicosane, 7-hexyl-
57 22.60 22.80 23.00 23.20
m/z 55.10 25.53%
- | WNLW
3 }\ LD M 382 o s 281 s0p s persnerssd et
m/z--> 50 100 150 m 250 300 m 2%mewwwo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\

Data File : BG044531.D

Aca On : 20 Feb 2020 21:52

Operator : CG/JU

ﬁ?ggle : L1595-01 FK-BPM-01-C2-C3-C2A-C3A
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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.72 3.01 ng 171786 Perylene-d12 24 .58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3512 (23.721 min): BG044531.D (-3504) (-) m/z 57.10 100.00%
57
85
5000
13 141 1o 2340 73160 7380 24.00
A .‘U|, Loy, 50189207 289 265 34 | sz 71.05  75.70%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 AUV IUARRE
23.40 23.60 23.80 24.00
- m/z 43.10 62 .95%
DL 3 24 169 167 225 253 338
m/z--> 55 160 150 200 2%0 300 3%0
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 85.10 56.36%
29
13 141 169 107 225 253 296
m/z--> 55 160 1%0 200 2%0 300 3%0
Abundance #185535: Heptadecane, 9-octyl-
57 23.40 23.60 23.80 24.00
m/z 55.10 20.95%
N T va//\w
113
_ .3.,J.. A 141 169 197 ?ﬁgl 267 294 323 352 it i
m/z--> 50 100 150 200 250 300 350 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\

Data File : BG044531.D

Aca On : 20 Feb 2020 21:52

Operator : CG/JU

ﬁ?ggle : L1595-01 FK-BPM-01-C2-C3-C2A-C3A
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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.69 2.02 ng 114942 Perylene-di12 24 .58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3847 (25.690 min): BG044531.D (-3840) (-) m/z 57.10 100.00%
sl
UL A SN SR SUNRE
141 183 25.40 25.60 25.80 26.00
.y ...ll,.‘.'..,....?0.8.2.3.7,..2?1.,....,....,...., m/z 71.10 67.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 LU B UL SO U
25.40 25.60 25.80 26.00
m/z 43.10 54 _.11%
29 113 141
LI s e ‘169 197 225 253 281 309 337 380
m/z--> 50 160 150 200 250 300 350 400 '
Abundance
57
' 25.40 25.60 25.80 26.00
5000 85 m/z 85.10 50.32%
113
141 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #215181: 2-methyloctacosane B L
57 25.40 25.60 25.80 26.00
m/z 99.15 18.71%
5000 85
113
29 ] L |77 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 ' 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG022020\

Data File : BG044531.D

Acq On : 20 Feb 2020 21:52

Operator : CG/JU

3?22'6 - L1595-01 FK-BPM-01-C2-C3-C2A-C3A
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]
Dichloroacetic ac... 21.18 7.1 ng 331136 5 21.51 937745 20.0
2-methyloctacosane 22 .29 2.9 ng 137719 5 21.51 937745 20.0
Heneicosane 22.95 3.5 ng 161741 5 21.51 937745 20.0
Tetracosane 23.72 3.0 ng 171786 6 24.58 1139760 20.0
Heptacosane 25.69 2.0 ng 114942 6 24.58 1139760 20.0
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