LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG021920\

Data File : BG044509.D

Aca On : 20 Feb 2020 3:56 Instrument :
Operator : CG/JU BNA_G

Sample - L1547-13 ClientSampleld :
Misc - MARCY-GREEN-BH-03-A
ALS Vial : 23 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 5.467 398 405 417 rBV 816894 1376431 45.02% 7.115%
2 7.065 669 677 694 rBV 824867 1479634 48.40% 7.648%
3 7.887 809 817 825 rBV 216090 373509 12.22% 1.931%
4 8.216 865 873 882 rBV 669905 1201154 39.29% 6.209%
5 9.045 1005 1014 1032 rBV 506466 942759 30.84% 4.873%

10.690 1284 1294 1309 rBV 288786 544393 17.81% 2.814%
13.152 1705 1713 1731 rBV 1385791 2186738 71.52% 11.303%
rvB 37508 61349 2.01% 0.317%
14.533 1940 1948 1956 rBV 498727 799778 26.16% 4._.134%
16.019 2194 2201 2220 rBV 1042868 1714539 56.08% 8.863%
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11 17.276 2408 2415 2420 rBV 609001 955046 31.24% 4_.937%
12 17.317 2420 2422 2428 rVB 44992 55180 1.80% 0.285%
13 19.327 2759 2764 2770 rBV 103397 150923 4.94% 0.780%
14 19.685 2820 2825 2834 rVB 92739 157283 5.14% 0.813%

15 19.803 2841 2845 2850 rVB2 41376 51715 1.69% 0.267%
16 19.891 2854 2860 2868 rVV 2390524 3057403 100.00% 15.804%
17 20.185 2906 2910 2912 rBV5 25725 36396 1.19% 0.188%
18 20.578 2975 2977 2982 rVB 35536 40199 1.31% 0.208%

19 21.189 3076 3081 3089 rBvV 286573 497997 16.29% 2.574%
20 21.419 3117 3120 3127 rVB 166957 221175 7.23% 1.143%

21 21.518 3131 3137 3142 rBV 661513 1047619 34.26% 5.415%
22 21.724 3169 3172 3179 rVB2 65241 93855 3.07% 0.485%
23 22.312 3267 3272 3281 rBV3 107553 295765 9.67% 1.529%
24 22.970 3380 3384 3392 rVB 97191 163062 5.33% 0.843%
25 23.299 3436 3440 3447 rVB2 79494 145451 4.76% 0.752%

26 23.739 3510 3515 3520 rvB2 117831 209080 6.84% 1.081%
27 24.603 3653 3662 3677 rVB2 387782 1235170 40.40% 6.385%
28 25.714 3846 3851 3861 rVB3 94052 252187 8.25% 1.304%

Sum of corrected areas: 19345790
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044509.D

Aca On - 20 Feb 2020 3:56

Operator : CG/JU

a?ggle i L1547-13 MARCY-GREEN-BH-03-A
ALS Vial : 23 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: BG044509.D
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2000000
1500000

1000000

24.60

500000
p2.97%3.30 23.74 25.71
PAN

L NN ———

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

8270-BG013020-M Thu Feb 20 17:17:13 2020 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044509.D

Aca On - 20 Feb 2020 3:56

Operator : CG/JU

a?ggle i L1547-13 MARCY-GREEN-BH-03-A
ALS Vial : 23 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 2 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.19 9.51 ng 497997 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 3081 (21.189 min): BG044509.D (-3076) (-) m/z 57.10 100.00%
sl
83
5000 111
LRI U SRS BN
139163 226 20.80 21.00 21.20 21.40 21.60
A — J[ 'l- 1190108 196 20 o50077301 929 359 S0 8L 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 AU AU BN BRI B
20,80 21.00 21.20 21.40 21.60
111 m/z 83.10 77.79%
o ,I l 1139 167 196 223 252 280
m/z--> b 160 150 200 250 300 350 400
Abundance
57
83 20.80 21.00 21.20 21.40 21.60
5000 m/z 55.10 74 _.55%
111
29
o 139 169 515238 g3 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol e e
55 83 20.80 21.00 21.20 21.40 21.60
m/z 97.10 73.87%
5000 111 Mhﬁw#v-~ﬂwhj\kWM“~\~%V%vW
29
oLl ‘ ‘J |23 167 196 238 266 204
m/z--> 50 1& 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\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044509.D

Aca On - 20 Feb 2020 3:56

Operator : CG/JU

a?ggle i L1547-13 MARCY-GREEN-BH-03-A
ALS Vial : 23 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 3 Tritetracontane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.31 5.65 ng 295765 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3272 (22.312 min): BG044509.D (-3267) (-) m/z 57.10 100.00%
57
o 22.00 22.20 22.40 22.60
141 . ) ) )
Of AL 4y 74211 202288822358 e m/z T71.10 73.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 AR AU
nmnmnmnm
97 m/z 43.10 63.89%
0 141 183 225 267 323 379 421 463 505 547 604
miz--> 0 55 160 1éo 200 250 300 350 400 450 560 séo 660
Abundance
57
22.00 22.20 22.40 22.60
5000 m/z 85.10 51.67%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #217413: Heptacosane, 1-chloro- R RARaE B
57 22.00 22.20 22.40 22.60
m/z 55.10 30.19%
- \fij\'\«‘—-\/\'vw
97
ol |, W 141 183217 273309343378414
m/z--> 6 55 100 1éo 200 250 300 350 400 4éo 560 séo 660 22. oo 22 20 22. 40 22. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044509.D

Aca On : 20 Feb 2020 3:56

Operator : CG/JU

Sample : L1547-13

Misc :

ALS Vial : 23 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 4 Heneicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22 .97 3.11 ng 163062 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 80
Abundance Scan 3384 (22.970 min): BG044509.D (-3380) (-) m/z 57.10 100.00%
57
85
5000
RSN UG IR
155 22.60 22.80 23.00 23.20
I ,I. l| L A3 183 208 244264287 315335 812 | nyz  71.10  73.48%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U SRR U B B
nmnmmmmm
m/z 43.10 57 .22%
29 113
oLl Ly || | 141,169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3éo
Abundance
57
22.60 22.80 23.00 23.20
5000 85 m/z 85.10 56.36%
0 U3 141 13 211 239 267 296
m/z--> 55 160 150 200 2%0 360 3éo
Abundance #141431: Eicosane, lO—methyI— LA L L LB L DL B
57 22.60 22.80 23.00 23.20
m/z 55.10 20.24%
5000 2 MM#“VWW“MfﬂwJ/\MWMMMMNJ\VVNW
0 3 “ k\1}3133 ?4 183 211 239 281
m/z--> % m m m 250 300 @ 2mwmmwwnol
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044509.D

Aca On - 20 Feb 2020 3:56

Operator : CG/JU

a?ggle i L1547-13 MARCY-GREEN-BH-03-A
ALS Vial : 23 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 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.30 2.36 ng 145451 Perylene-di12 24.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
2 Octadecanal 268 C18H360 000638-66-4 90
3 Pentadecanal- 226 C15H300 002765-11-9 86
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 81
5 17-Octadecenal 266 C18H340 056554-86-0 80
Abundance Scan 3440 (23.299 min): BG044509.D (-3436) (-) m/z 57.10 100.00%
2
5000 *WM,/\n,.ﬁwwn/\\,,yvNV,uv/\/
109 SRR NN BN SUN
33152 189 279297 323 350 23.00 23.20 23.40 23.60
ol 205 229210 m/z 82.10 92.86%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43
5000 SR I AR U
23.00 23.20 23.40 23.60
109 m/z 43.10 81.04%
0 " h138.|166134 208927 250268
m/z--> 50 100 150 260 2%0 300 350
Abundance
43
82 23.00 23.20 23.40 23.60
5000 m/z 55.10 64 .66%
110
o 18 137 166 194 222 2508
m/z--> " 50 100 150 200 250 300 350
Abundance #82955: Pentadecanal- R Ea ARRREEEEE S
57 8§ 23.00 23.20 23.40 23.60
m/z 96.05 57.80%
5000 29
109
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044509.D

Aca On - 20 Feb 2020 3:56

Operator : CG/JU

a?ggle i L1547-13 MARCY-GREEN-BH-03-A
ALS Vial : 23 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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.74 3.39 ng 209080 Perylene-di12 24 .60
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3515 (23.739 min): BG044509.D (-3510) (-) m/z 57.10 100.00%
57
85
5000
RN S U
141 183 23.40 23.60 23.80 24.00
ol L ll '1 AT H0R700 200 239 2672893113323%6 | sz 71.10  82.33%
m/z--> 50 100 150 200 250 300 350
Abundance #175560: Tetracosane
57
85
5000 AU AREE
Bmmmmmmm
141 166 m/z 43.10 60.67%
29 338
- e J l | .-1.4 g%?rlzzs 2?3 281 L
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 2340 23.60 23.80 24.00
5000 m/z 85.10 57.24Y%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane R R e 1
57 23.40 23.60 23.80 24.00
m/z 55.10 21.36%
- T j\mmwz/\/\”w“w
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 2340 2360 2380 2400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044509.D

Aca On - 20 Feb 2020 3:56

Operator : CG/JU

a?ggle i L1547-13 MARCY-GREEN-BH-03-A
ALS Vial : 23 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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.71 4.08 ng 252187 Perylene-di12 24 .60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3850 (25.708 min): BG044509.D (-3846) (-) m/z 57.10 100.00%
57
85
5000 j
141 169 25.40 25.60 25.80 26.00
o — ,I. A " .J Ao 7188 211235257280 313 380 383 | 077110 68.62%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 R AR R B
25 40 25. 60 25 80 26.00
m/z 43.10 58.34Y%
0 %9. I y J J A141 169 197 225 253 282
m/z--> éo 100 1éo 200 2éo 360 3éo
Abundance
57
o 25.40 25.60 25.80 26.00
5000 m/z 85.10 56.86%
29 113
o 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane LA L L L L NN |
57 25.40 25.60 25.80 26.00
m/z 55.10 22.33%
85
5000
29
LIl \113 141 160 197 240
m/z--> 5'0 100 150 2(')0 250 300 350 25 40 25. 60 25 80 26. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021920\

Data File : BG044509.D

Acq On = 20 Feb 2020 3:56

Operator : CG/JU

3?22'6 - L1547-13 MARCY-GREEN-BH-03-A
ALS Vial : 23 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]
5-Eicosene, (E)- 21.19 9.5 ng 497997 5 21.52 1047620 20.0
Tritetracontane 22.31 5.7 ng 295765 5 21.52 1047620 20.0
Heneicosane 22.97 3.1 ng 163062 5 21.52 1047620 20.0
Oxirane, hexadecyl- 23.30 2.4 ng 145451 6 24.60 1235170 20.0
Tetracosane 23.74 3.4 ng 209080 6 24.60 1235170 20.0
Eicosane 25.71 4.1 ng 252187 6 24.60 1235170 20.0
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