LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120223.D

Aca On 27 Apr 2020 17:11

Operator : MA/SJ

Sample : L2409-01

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 F\METHODS\8270-BF040820 .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 5.269 538 541 559 rBVY 1942551 1903515 74.16% 9.122%
2 6.310 714 718 735 rBVY 2256115 2115973 82.44% 10.140%
3 6.498 747 750 757 rBV 61856 63169 2.46% 0.303%
4 6.663 774 778 781 rBV 908823 741400 28.88% 3.553%
5 6.816 800 804 808 rBVY 2041945 1746633 68.05% 8.370%
6 7.228 869 874 877 rBVY 1553410 1358407 52.92% 6.510%
7 7.945 992 996 1005 rBVY 1170162 959592 37.38% 4 .599%
8 9.027 1175 1180 1183 rBV 2918446 2566817 100.00% 12.301%
9 9.422 1243 1247 1250 rBV 422706 329813 12.85% 1.581%
10 9.698 1290 1294 1298 rBY 1256834 1069523 41.67% 5.126%

11 10.492 1424 1429 1432 rBV 1580607 1530839 59.64% 7.336%
12 11.186 1543 1547 1550 rBV 1182784 1089482 42.44% 5.221%
13 11.721 1635 1638 1648 rBV2 156422 168637 6.57% 0.808%
14 12.392 1749 1752 1755 rBV 36862 29142 1.14% 0.140%
15 12.504 1768 1771 1780 rBV 46562 65993 2.57% 0.316%

16 12.774 1812 1817 1820 rBV 2685787 2481771 96.69% 11.894%
17 13.686 1967 1972 1983 rBV 129789 229299 8.93% 1.099%
18 13.821 1991 1995 1998 rBV 1064778 883832 34.43% 4_.236%

19 13.998 2020 2025 2029 rBvV 63021 61037 2.38% 0.293%
20 14.304 2073 2077 2079 rBV 74964 68513 2.67% 0.328%
21 14.327 2079 2081 2087 rVB5 26690 37571 1.46% 0.180%
22 14.598 2121 2127 2131 rVB 99742 99489 3.88% 0.477%
23 14.733 2145 2150 2154 rVB5 27483 33106 1.29% 0.159%
24 14.909 2176 2180 2184 rBV 103672 105798 4.12% 0.507%
25 14.962 2184 2189 2195 rVV7 18114 38819 1.51% 0.186%
26 15.227 2229 2234 2237 rBV 701385 772134 30.08% 3.700%
27 15.262 2237 2240 2248 rVB 74490 91011 3.55% 0.436%
28 15.656 2302 2307 2312 rBV 72904 105845 4.12% 0.507%
29 15.739 2316 2321 2324 rBV6 13471 30240 1.18% 0.145%
30 16.121 2381 2386 2391 rBV3 27202 47610 1.85% 0.228%
31 16.656 2473 2477 2483 rVB3 22301 41592 1.62% 0.199%
Sum of corrected areas: 20866602
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120223.D

Aca On 27 Apr 2020 17:11

Operator : MA/SJ

Sample : L2409-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF120223.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120223.D

Aca On 27 Apr 2020 17:11

Operator : MA/SJ

Sample : L2409-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.72 3.10 ng 168637 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1638 (11.721 min): BF120223.D (-1635) (-) m/z 60.00 100.00%
4 73
5000
129
97 UL A SUMEER U SRR
e 143157171185199213227 256 11.40 11.60 11.80 12.00
0 m/z 43.00 91.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.40 11.60 11.80 12.00
m/z 73.00 88.32%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.40 11.60 11.80 12.00
5000 129 m/z 57.10 83.06%
29 87 115 171
185 214
LI 10 0 Mo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 74 .25%
29
5000
. “ ‘M 143 157171185 1%
m/z--> "55" Ed" 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120223.D

Aca On 27 Apr 2020 17:11

Operator : MA/SJ

Sample : L2409-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Docosyl pentafluoropropionate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.69 5.19 ng 229299 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 90
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 90

Abundance Scan 1973 (13.692 min): BF120223.D (-1967) (-) m/z 57.00 100.00%
57
83
5000
111
R E ot e
149 081 13.40 13.60 13.80 14.00
O m/z 43.10 80.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate
57
97
5000 LA L L L L L LB
13.40 13.60 13.80 14.00
125 m/z 55.00 73.47%
oL | 153181 224250280308 353 454
L o e L S L e mn e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
B e = e S e S
97 13.40 13.60 13.80 14.00
5000 m/z 83.00 65.87%
125
29
o 169196222250278 308336 381 532
e e e e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecy! heptafluorobutyrate
57 13.40 13.60 13.80 14.00
m/z 97.10 65.11%
83
5000
111
2 169
ol 139 7% 210238 283 434
i L o R B Bt S
m/z--> 50 100 150 200 250 300 350 400 450 500 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120223.D

Aca On 27 Apr 2020 17:11

Operator : MA/SJ

Sample : L2409-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.58 ng 99489 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Hexacosane 366 C26H54 000630-01-3 64
4 Hexatriacontane 507 C36H74 000630-06-8 64
5 Octacosane 394 C28H58 000630-02-4 62
Abundance Scan 2127 (14.598 min): BF120223.D (-2121) (-) m/z 57.00 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80 15.00
141 167 207
o3 A s m/z 43.05 53.09%
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57
5000 85 LRI LN BASUIR SN B
14.20 14.40 14.60 14.80 15.00
m/z 71.10 46 .90%
. 2900 ) | M 141 169 197 225 253 281 310
m/z--> §0 160 1éo 260 250 360 3éo
Abundance
57
14.20 14.40 14.60 14.80 15.00
5000 g5 m/z 85.10 40.10%
29
o 113 141 169 197 226
m/z--> §0 160 1éo 260 250 360 3éo
Abundance #194493: Hexacosane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 25.01%
5000 85
. 2?“ i || (M3 ,19 169 197 205 253 205 323 367
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 3éo 14.'20 14.'40 14.|60 14.|80 15.'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120223.D

Aca On 27 Apr 2020 17:11

Operator : MA/SJ

Sample : L2409-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.91 2.74 ng 105798 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Docosane 310 C22H46 000629-97-0 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2180 (14.909 min): BF120223.D (-2176) (-) m/z 57.00 100.00%
57
5000 85
UL 1000 207 o 1460 1450 1500 1520
R U NN 0 el i A -~ S— m/z 43.05 61.46%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 U IR UL B
85 14.60 14.80 15.00 15.20
29 m/z 71.05 52.28%
oL Ll E gl M3,091 160 106 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15,20
5000 P m/z 85.05 44 _54%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane s
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .22%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120223.D

Aca On 27 Apr 2020 17:11

Operator : MA/SJ

Sample : L2409-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.74 ng 105845 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
Abundance Scan 2308 (15.662 min): BF120223.D (-2302) (-) m/z 57.05 100.00%
57
5000 85
13 141 0 g s 1540 15,60 15580 1600
ol b bl 109 207 25 % m/z 70.95 52.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L B BRI SULL AU
15.40 15.60 15.80 16.00
- m/z 43.00 51.91%
o I J / J1§1I169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.00 39.88%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
HELELELI UL SRR IURLELEL UL SURLELELN BUNLELUN UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- L e LA
57 15.40 15.60 15.80 16.00
m/z 55.00 22.07%
5000 85
0 LLL M4 160 197 239 967 294 323 352
m/z--> éo 160 1éo 260 2éo 360 3%0 460 1520 1560 1580 1650
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042720\
Data File : BF120223.D

Acq On 27 Apr 2020 17:11

Operator : MA/SJ

Sample - L2409-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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]
n-Hexadecanoic acid 11.72 3.1 ng 168637 4 11.19 1089480 20.0
Docosyl pentafluo... 13.69 5.2 ng 229299 5 13.82 883832 20.0
Docosane 14.60 2.6 ng 99489 6 15.23 772134 20.0
Heptadecane 14 .91 2.7 ng 105798 6 15.23 772134 20.0
Heneicosane 15.66 2.7 ng 105845 6 15.23 772134 20.0
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