LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045590.D

Aca On : 3 Jun 2020 21:01

Operator : CG/JU

Sample : L2837-01

Misc :

ALS Vial : 14 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-BG051520.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 5.542 411 418 432 rBV 958115 1662371 37.05% 6.997%
2 7.146 683 691 707 rBY 1068264 1949151 43.44% 8.204%
3 7.951 820 828 837 rBV 207304 358054 7.98% 1.507%
4 8.274 876 883 894 rBV 927558 1670920 37.24% 7.033%
5 9.114 1017 1026 1034 rBV 700834 1306784 29.13% 5.500%

10.759 1296 1306 1319 rBV 266780 513488 11.44% 2.161%
13.220 1717 1725 1736 rBV 2103215 3423093 76.29% 14.408%
204245 331875 7.40% 1.397%
14.595 1949 1959 1969 rBV 468465 779508 17.37% 3.281%
16.093 2207 2214 2223 rBV 1760325 2808265 62.59% 11.820%
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11 16.339 2253 2256 2260 rVB2 51346 68125 1.52% 0.287%
12 17.162 2393 2396 2402 rVB2 118294 168515 3.76% 0.709%
13 17.344 2422 2427 2435 rBV 548860 883757 19.70% 3.720%
14 19.964 2867 2873 2878 rVB 3432123 4486714 100.00% 18.884%
15 21.262 3090 3094 3105 rVB 318517 557141 12.42% 2.345%

16 21.603 3147 3152 3161 rVB2 527499 844276 18.82% 3.554%
17 22.419 3285 3291 3302 rVB4 153765 438984 9.78% 1.848%
18 23.870 3534 3538 3543 rVB3 70828 125730 2.80% 0.529%
19 23.929 3545 3548 3565 rVB6 71417 208226 4.64% 0.876%
20 24.757 3680 3689 3703 rVvB3 311733 992202 22.11% 4.176%

21 25.897 3877 3883 3896 rVB4 62878 181668 4._05% 0.765%

Sum of corrected areas: 23758847
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045590.D

Aca On : 3 Jun 2020 21:01

Operator : CG/JU

Sample : L2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG045590.D
3500000

3000000
2500000
2000000

1500000

7.15
1000000 5.54 8.27

9.11

500000
7.95 10.76

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG045590.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045590.D

Aca On : 3 Jun 2020 21:01

Operator : CG/JU

Sample : L2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.16 3.81 ng 168515 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2396 (17.162 min): BG045590.D (-2393) (-) m/z 57.05 100.00%
57
5000 T Wj\/\N\M
NI PRI SUNIE B
141 183 16.80 17.00 17.20 17.40
— ‘l, L, .| AOTN201220241262 286 m/z 71.05 96.54%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L DAL DAL DU B B
mmﬂmnmﬂm
m/z 85.05 49.03%
29 | Ll ]]1}31 141 169 107 225 253 295 323 367
m/z--> éo 100 150 260 2%0 300 3%0
Abundance
57
16,80 17.00 17.20 17.40
5000 85 m/z 43.05 47 .14%
13 141 143 211 239 267 296
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #124147: 2-Bromotetradecane e BEAREEEE
57 16.80 17.00 17.20 17.40
m/z 41.05 34 .25%
85
5000
29
m/z--> 50 100 150 200 250 300 350 mmﬂmﬂmﬂm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045590.D

Aca On : 3 Jun 2020 21:01

Operator : CG/JU

Sample : L2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.26 13.20 ng 557141 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
2 Cvclotetracosane 336 C24H48 000297-03-0 93
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3094 (21.262 min): BG045590.D (-3090) (-) m/z 55.05 100.00%
55 83
RIS SRS BN BRI B
139 168 21.00 21.20 21.40 21.60
g 1T 108 196218 250 281 316337358 426 77 8305 99.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
g7
5000 LU SRR BN BN B
29 11 21.00 21.20 21.40 21.60
m/z 97.05 95.31%
l | l 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
121,00 21.20 21,40 21.60
5000 111 336 m/z 57.05 94 .69%
29
139 167 105 222 251 279 308 \VNNWM“AMANHJ\kﬂhwukx“wﬂdﬁ
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol B R EEEEE e S
57 |97 21.00 21.20 21.40 21.60
m/z 43.05 90.93%
5000
125
29 ‘ | i 193 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045590.D

Aca On : 3 Jun 2020 21:01

Operator : CG/JU

Sample : L2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22 .42 10.40 ng 438984 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 64
2 Isobutvl tridecvl carbonate 300 C18H3603 959275-44-6 58
3 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
4 Cvclopropane. 1-(1.2-dimethvlpro... 252 C18H36 041977-42-8 55
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 43
Abundance Scan 3291 (22.419 min): BG045590.D (-3285) (-) m/z 83.05 100.00%
57
RN SRR B SRR BN
139 169 205230 258281 22.20 22.40 22.60 22.80
AL 37 401430 44 /7 57.05  96.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 RN SRR B BN BN
22.20 22.40 22.60 22.80
m/z 69.05 90.92%
29 139 169 210238 o,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
' 22:20 22.40 22.60 22.80
5000 m/z 97.05 90.81%
83
29 111 154182
mz-> 50 100 150 200 250 300 350 400 450
Abundance #92620: Thieno[2,3-d]-1,3-thiaselenol-2-thione R A BAREE RS
60 22.20 22.40 22.60 22.80
m/z 43.05 73.34%
45 238
117
5000
T T Awm/\/\/yw
”[,hj.}...“..!,...l,..”,....,....,”..,.. e
m/z--> 50 100 150 200 250 300 350 400 450 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045590.D

Aca On : 3 Jun 2020 21:01

Operator : CG/JU

Sample : L2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Pentadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.87 2.53ng 125730  perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pentadecane 212 C15H32 000629-62-9 70

2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 59
3 Hexadecane 226 C16H34 000544-76-3 47
4 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 47
5 Tetratetracontane 619 C44H90 007098-22-8 46
Abundance Scan 3538 (23.870 min): BG045590.D (-3534) (-) m/z 57.05 100.00%
57
85
5000
U3 141 177 211 253 pgg 311 341 g1 | 23.60 23.80 24.00 24.20
S Y 408 m/z 85.05 72.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71396: Pentadecane
57
85
5000 LN L L L L L L L
23. 60 23. 80 24 00 24. 20
29 m/z 71.05 69.73%
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57
| 23.60 23.80 24.00 24.20
5000 g5 m/z 43.05 60.28%
29 113
141 183 211 239 273 301 343 371 414
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #83023: Hexadecane o S T o S
57 23.60 23.80 24.00 24.20
m/z 41.05 27 .45%
5000 85
29
\‘ \ ‘ | 1‘1}34141‘169 197 226
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 351;0 4(')0 23. 60 23. 80 24 00 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045590.D

Aca On : 3 Jun 2020 21:01

Operator : CG/JU

Sample : L2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Trifluoroacetic acid,n-trid... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.93 4.20 ng 208226 Perylene-di12 24 .76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid.n-tridecvl ... 296 C15H27F302 053800-02-5 64
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 64
3 Cvclotetracosane 336 C24H48 000297-03-0 46
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 43
5 Cyclopentadecane 210 C15H30 000295-48-7 41
Abundance Scan 3548 (23.929 min): BG045590.D (-3545) (-) m/z 69.05 100.00%
6o
5000
4 25 e
w 7235 282 326 369401430 4g 549 23.60 23.80 24.00 24.20
et m/z 83.05 76.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140820: Trifluoroacetic acid,n-tridecyl ester
60
97
4
5000 AR S B
23 60 23. 80 24. oo 24 20
25 m/z 71.05 69.07%
‘154182 227 978
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance
57
o7 23.60 23.80 24.00 24.20
5000 m/z 97.05 66.56%
29 125 169 5238 083
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane I R Al EERREEES
55 83 23.60 23.80 24.00 24.20
m/z 57.05 61.61%
5000 11 336
39
27 | Fl 167195222251279308
m/z--> o 55 160 1%0 200 250 300 3%0 400 4éo 560 séo 2360 2380 2400 2420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045590.D

Aca On : 3 Jun 2020 21:01

Operator : CG/JU

Sample : L2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.90 3.66 ng 181668 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 80
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Tritriacontane 465 C33H68 000630-05-7 72
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 49
Abundance Scan 3884 (25.903 min): BG045590.D (-3877) (-) m/z 57.10 100.00%
5785
5000
235259284 313 356 401 472 25.60 25.80 26.00 26.20
e m/z 71.05 95.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83023: Hexadecane
57
5000 85 S N R SN SN
25.60 25.80 26.00 26.20
29 m/z 85.05 86.26%
[ Ll | ) 142 141 169 107 226
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4éo '
Abundance
43 85
25.60 25.80 26.00 26.20
5000 m/z 43.05 67.87%
111137 167
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4%0 '
Abundance #140552: Dodecane, 1-iodo- L DL B BN B
57 25.60 25.80 26.00 26.20
m/z 55.05 38.98%
5000 85
29 113 155
"Llj"”l""l'}??I”"I""I"'W""I""P"'I S N R SN SN
m/z--> 50 100 150 200 250 300 350 400 450 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060320\
Data File : BG045590.D

Acq On : 3 Jun 2020 21:01

Operator : CG/JU

Sample - L2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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]
Hexacosane 17.16 3.8 ng 168515 4 17.34 883757 20.0
3-Eicosene, (E)- 21.26 13.2 ng 557141 5 21.60 844276 20.0
Heptadecyl heptaf... 22.42 10.4 ng 438984 5 21.60 844276 20.0
Pentadecane 23.87 2.5 ng 125730 6 24.76 992202 20.0
Trifluoroacetic a... 23.93 4.2 ng 208226 6 24.76 992202 20.0
Hexadecane 25.90 3.7 ng 181668 6 24.76 992202 20.0
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