LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\

Data File : BM026420.D

Aca On : 16 Jun 2020 19:54 Instrument :
Operator : JU/CG (B.‘,ll\:gﬁ’;ﬂSam ol
3?22'6 i L2972-07 STOCKPm£3
ALS Vial : 13 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 M\METHODS\8270-BM060520 .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 5.034 359 365 379 rBVY 1617045 2391421 50.58% 7.641%
2 6.604 625 632 649 rBY 1710143 2641643 55.87% 8.440%
3 7.398 760 767 777 rVB 533742 787067 16.65% 2.515%
4 7.710 813 820 832 rBVY 1342926 2086254 44.13% 6.666%
5 8.545 952 962 980 rBVY 1076350 1728439 36.56% 5.522%
6 10.157 1228 1236 1249 rBV 620681 1030185 21.79% 3.292%
7 12.663 1655 1662 1672 rBVY 2319993 3340733 70.66% 10.674%
8 13.521 1802 1808 1820 rBV 276424 414658 8.77% 1.325%
9 14.051 1892 1898 1906 rBV 878492 1247982 26.40% 3.987%
10 15.551 2147 2153 2166 rBVY 1759993 2509809 53.08% 8.019%

11 16.804 2360 2366 2371 rBV 1041466 1424053 30.12% 4 _550%
12 16.845 2371 2373 2378 rVB 65915 83287 1.76% 0.266%
13 18.874 2713 2718 2722 rBV 146286 183301 3.88% 0.586%
14 19.239 2776 2780 2783 rBV 97525 115140 2.44% 0.368%
15 19.280 2783 2787 2808 rVvVv 968852 1805729 38.19% 5.769%

16 19.462 2812 2818 2825 rVB 4000609 4727998 100.00% 15.106%
17 19.739 2863 2865 2873 rVB6 50700 71788 1.52% 0.229%
18 20.768 3036 3040 3047 rBV 305695 423837 8.96% 1.354%
19 21.009 3076 3081 3086 rBV 1344187 1831266 38.73% 5.851%
20 21.203 3112 3114 3118 rBV 83295 91423 1.93% 0.292%

21 21.621 3182 3185 3194 rVB2 163549 284350 6.01% 0.909%
22 22.050 3256 3258 3262 rVB 180394 197471 4.18% 0.631%
23 23.103 3431 3437 3443 rVB 1080679 1880459 39.77% 6.008%

Sum of corrected areas: 31298293
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026420.D

Aca On : 16 Jun 2020 19:54

Operator : JU/CG

Sample : L2972-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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: BM026420.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026420.D

Aca On : 16 Jun 2020 19:54

Operator : JU/CG

Sample : L2972-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Phenol, 4,4"-(1-methylethyl..._. Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

19.28 19.72 ng 1805730 Chrysene-di12 21.01

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2.4(1H.3H)-Pvrimidinedione. 1.3-... 228 C9H16N203Si 089447-84-7 50
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 49
4 9-Propanovl-1.2.3.4.5.6.7.8-octa... 242 C17H220 1000255-01-4 47
5 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 47

Abundance Scan 2787 (19.280 min): BM026420.D (-2783) (-) m/z 213.10 100.00%
213
5000 A\/\
| 119 e
39 65 165 19.00 19.20 19.40 19.60
141
M l.-l: 11165184, | 433253 288 386 0L s 179.05  19.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LA L L L L L B B
19.00 19.20 19.40 19.60
119 m/z 214.10 15.25%
65 gf ‘ 165
o
m/z--> 50 100 150 200 250 300 350 400
Abundance
213
R e AEEER R
19.00 19.20 19.40 19.60
5000 m/z 228.05 15.19%
42 13
100 143 170
T T e e = SEEEEER
m/z--> 50 100 150 200 250 300 350 400
Abundance #71890: Carbanilic acid, p-phenyl- R RS Eamaa
213 19.00 19.20 19.40 19.60
m/z 91.05 12.69%
5000
167
o 51 77 98 139
L e L S s N e B B s B B B B B B L i i e B
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026420.D

Aca On : 16 Jun 2020 19:54

Operator : JU/CG

Sample : L2972-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 3 1-Docosene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.77 4.63 ng 423837 Chrysene-di12 21.01

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91

4 Heptadecvl trifluoroacetate
5 Heptadecyl heptafluorobutyrate

352 C19H35F302
452 C21H35F702

1000351-87-0 91
959085-66-6 91

Abundance Scan 3040 (20.768 min): BM026420.D (-3036) (-) m/z 57.10 100.00%
57
83
5000
2040 20.60 20.80 21.00
139 182207 234 : ' - '
| 264 297325355 401429 /7 43 10 94310
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55
97
5000 LA L L L L L L I
29 20.40 20.60 20.80 21.00
‘125 m/z 55.10 82.55%
o b e we
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
97
o = .
20.40 20.60 20.80 21.00
5000 m/z 83.10 61.94%
125
o 29 153 182010 252280 325 376
e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene I B
43 20.40 20.60 20.80 21.00
m/z 69.10 61.93%
5000 83
111
o | ||| 139167196224 267292 321 462 490
B Ll o = .
miz-> 0 50 100 150 200 250 300 350 400 450 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026420.D

Aca On : 16 Jun 2020 19:54

Operator : JU/CG

Sample : L2972-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 4 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.62 3.11 ng 284350 Chrysene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3185 (21.621 min): BM026420.D (-3182) (-) m/z 57.10 100.00%
57
5000 85
113 21.40 21.60 21.80 22.00
155 191
O A UL 220 0 227 298 295322 350 386 415 | hzz 43.10  65.61%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 LRI UL BRI U R
mmmmmmnm
- m/z 71.10 57.40%
o ‘ | (1214 169 197 225 253 338
miz--> 0 55 100 150 260 2éo 360 3%0 460
Abundance
43
2140 2160 21.80 22.00
5000 71 m/z 85.10 40.06%
oL 15 99 127 155 183 211 239 267 2%° 323
miz--> 0 55 160 1éo 260 250 360 3%0 460
Abundance #209566: Octacosane R B e e
57 21.40 21.60 21.80 22.00
m/z 55.10 26.39%
5000 85
29
ol ‘ (113 141 169 197 205 253 281 309 337 365 394
miz--> 0 % 1& ﬁo ﬁ 250 ﬁo @ 4& mmmmmmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026420.D

Aca On : 16 Jun 2020 19:54

Operator : JU/CG

Sample : L2972-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Tridecane, l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.05 2.16 ng 197471 Chrysene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 91
2 Docosane 310 C22H46 000629-97-0 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tricosane 324 C23H48 000638-67-5 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 3258 (22.050 min): BM026420.D (-3256) (-) m/z 57.10 100.00%
57
5000 85 Mj\v«’/_~xﬁﬁﬂj\vaViM¢N~N¢J\
113041 11 208 ey 281 2180 22.00 22.20 22.40
Ob bl i A D7 202 831366 402 475 %49 nso71.10  60.09%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57

5000 85 LA B L L L L LB
21. 80 22. OO 22. 20 22. 40
183 m/z 43.10 58.29%
113
0..".”. B e A -1«
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
s e A e S
21.80 22.00 22.20 22.40
5000 85 m/z 85.10 43.03%
29
. 113141169197225753281 310
I e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane L T
21.80 22.00 22.20 22.40
m/z 41.10 27 .27%
5000

85

| 113141160107225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21,80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM061620\
Data File : BM026420.D

Acq On : 16 Jun 2020 19:54

Operator : JU/CG

Sample : L2972-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM060520_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Phenol, 4,4"-(1-m... 19.28 19.7 ng 1805730 5 21.01 1831270 20.0
1-Docosene 20.77 4.6 ng 423837 5 21.01 1831270 20.0
Tetracosane 21.62 3.1 ng 284350 5 21.01 1831270 20.0
Tridecane, l1l-iodo- 22.05 2.2 ng 197471 5 21.01 1831270 20.0
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