LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120842.D

Aca On 10 Jul 2020 20:35

Operator : JU/CG

Sample : L3255-10

Misc :

ALS Vial : 16 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-BF070220.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 5.457 567 573 576 rBY 3802638 3953306 86.56% 10.970%
2 6.475 739 746 748 rBVY 3319708 4050464 88.69% 11.239%
3 6.845 805 809 812 rBVY 1471308 1127485 24.69% 3.129%
4 7.004 832 836 839 rVB 3882253 3491677 76.45% 9.689%
5 7.410 899 905 908 rBVY 2914196 2752150 60.26% 7.637%
6 8.128 1023 1027 1030 rBvV 1752825 1394926 30.54% 3.871%
7 9.210 1206 1211 1214 rBV 4680132 4567248 100.00% 12.673%
8 9.304 1221 1227 1228 rBV3 52797 74196 1.62% 0.206%
9 9.322 1228 1230 1234 rVB 365287 289983 6.35% 0.805%
10 9.598 1274 1277 1282 rBV 801485 632610 13.85% 1.755%
11 9.757 1301 1304 1306 rBv4 44811 51414 1.13% 0.143%
12 9.798 1309 1311 1314 rVB2 85559 73444 1.61% 0.204%

13 9.886 1322 1326 1329 rVB 1740540 1511084 33.09% 4_.193%
14 10.292 1392 1395 1398 rBV3 138163 147644 3.23% 0.410%
15 10.669 1455 1459 1463 rBV 2409779 2474051 54.17% 6.865%

16 11.369 1575 1578 1581 rBV 1765188 1453534 31.83% 4._.033%
17 12.351 1743 1745 1752 rVB 396644 393467 8.61% 1.092%
18 12.963 1844 1849 1852 rBV 3743969 3840772 84.09% 10.657%
19 13.851 1997 2000 2009 rVB 671825 777737 17.03% 2.158%
20 14.004 2022 2026 2029 rBV 1186510 1152326 25.23% 3.197%

21 14.486 2106 2108 2114 rBvV4 74094 109534 2.40% 0.304%
22 15.039 2199 2202 2205 rBV 101172 136306 2.98% 0.378%
23 15.339 2251 2253 2257 rVB 81337 83425 1.83% 0.231%
24 15.398 2261 2263 2267 rVV 73857 83403 1.83% 0.231%
25 15.468 2270 2275 2279 rVV 891580 977119 21.39% 2.711%

26 15.998 2361 2365 2375 rVB3 117373 212940 4.66% 0.591%
27 17.256 2575 2579 2587 rVB 101971 226217 4_95% 0.628%

Sum of corrected areas: 36038462
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120842.D

Aca On 10 Jul 2020 20:35

Operator : JU/CG

Sample : L3255-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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: BF120842.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120842.D

Aca On 10 Jul 2020 20:35

Operator : JU/CG

Sample : L3255-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6

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

9.32 3.84 ng 289983 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 87
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Acetaminophen 151 C8HONO2 000103-90-2 53
4 2-Propenal. 3-(2.2.6-trimethvl-7... 194 C12H1802 055759-91-6 50
5 Metacetamol 151 C8HONO2 000621-42-1 42

Abundance Scan 1230 (9.322 min): BF120842.D (-1228) (-) m/z 43.00 100.00%
43
109
5000 151 Ly____-_Ad-
57 89 85 9.00 9.20 9.40 9.60
123 : - : :
I .',| oot 86, 123187 | 169 o1 7909.00  71.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 BENARARSARS AR SRR
9.00 9.20 9.40 9.60
57 69 g5 m/z 151.05 38.30%
ot 2 e R | M e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
9.00 9.20 940 9.60
5000 151 m/z 41.05 22.16%
93 122
32 79 134
G R R L S WL B B SR W WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen A A AEEEEEaE S
109 9.00 9.20 9.40 9.60
m/z 69.00 15.97%
5000 151
43 30
ol 15 27 | 5465 | 91 | 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 0.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120842.D

Aca On 10 Jul 2020 20:35

Operator : JU/CG

Sample : L3255-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknownl2.35 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.35 5.41 ng 393467 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 37
2 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 35
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 32
4 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 27
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 25
Abundance Scan 1745 (12.351 min): BF120842.D (-1743) (-) m/z 57.10 100.00%
g7
5000 97 113
169 12.00 12.20 12.40 12.60
o 137153159185 206 225240257 280 303 m/z 113.10 47 20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57
5000 AR RARARBARARIARE R
97 12.00 12.20 12.40 12.60
41 m/z 97.10 45_.64%
oL15 | ‘ ‘\ |, 81 ‘ 119 150 169 197 227 311
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
12.00 12.20 12.40 12,60
5000 m/z 55.10 25.02%
41 97
oL15 81 127 153169 193 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate R REEEE e
57 12.00 12.20 12.40 12.60
m/z 83.10 19.18%
5000
41 97
119
oL15 1 ‘M |, 81 ‘ \ 147 177 219 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 260 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120842.D

Aca On 10 Jul 2020 20:35

Operator : JU/CG

Sample : L3255-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 n-Tetracosanol- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.85 13.50 ng 777737 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 2000 (13.851 min): BF120842.D (-1997) (-) m/z 57.10 100.00%
87 83
5000 111 v\«—~\ﬂuwﬁv,‘J\NWNMkth“QMJ
R AR S SRR B
3 139 230 13.60 13.80 14.00 14.20
o LA WJO7 200 | 248266288 819342 | sz 43.10 97.41%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 111 LA L L L L L LB
Bmmmmmmm
m/z 55.10 93.69%
29
ol bl \“ H\ J “ | 167 195 222 250 280 308 336
m/z--> 55 100 150 260 2%0 360 3éo
Abundance
55 83
" 13.60 13.80 14.00 14.20
5000 111 m/z 83.05 90.26%
29
o 139 167 196 233 266 294
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #190678: 2- Chloropropionic acid, octadecy! ester I a  BREEEEES B
57 83 13.60 13.80 14.00 14.20
m/z 69.05 79.89%
- i w—m/k\
29
139 250
o) .“.‘ﬁ IIJJI.IIHI‘I ‘h.“‘l‘ \l‘:’[?8|1|9‘:'|2|%‘|1| L : |29|7| —— I36'0' .
m/z--> 50 100 150 200 250 300 350 13. 60 13 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120842.D

Aca On 10 Jul 2020 20:35

Operator : JU/CG

Sample : L3255-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.00 4_.36 ng 212940 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 93
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 17-Pentatriacontene 491 C35H70 006971-40-0 87
5 Octacosanol 410 C28H580 000557-61-9 87
Abundance Scan 2365 (15.998 min): BF120842.D (-2361) (-) m/z 57.05 100.00%
| ] A‘Wﬂ‘/\h’vﬁ
5000
139 231 LRI AR SRR SN
177196 258278 300329348 15.60 15.80 16.00 16.20 16.40
(o} m/z 43.05 87.16%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 LRI B SRR SN B
125 15.60 15.80 16.00 16.20 16.40
m/z 55.00 85.27%
R DL L5818 200 230 204 e a0 350 978
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
15.60 15.80 16.00 16.20 16.40
5000 111 m/z 83.05 81.28%
29
322
0 139 167 196 204 252 294
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 e o
3 15.60 15.80 16.00 16.20 16.40
m/z 97.10 77.86%
29 139
ol I‘ ‘ J “L | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120842.D

Aca On 10 Jul 2020 20:35

Operator : JU/CG

Sample : L3255-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Phthalic acid, butyl dec-2-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.26 4.63 ng 226217 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. butvl dec-2-vl ester 362 C22H3404 1000356-93-9 64
2 Phthalic acid. 2-chloropropvl tr... 424 C24H37Cl104 1000356-83-4 64
3 Phthalic acid. butvl tridecvl ester 404 C25H4004 1000308-99-3 64
4 Phthalic acid. 2-ethvlcvclohexvl... 346 C21H3004 1000315-35-6 64
5 Phthalic acid, di(hept-3-yl) ester 362 C22H3404 1000357-00-0 64
Abundance Scan 2580 (17.262 min): BF120842.D (-2575) (-) m/z 149.00 100.00%
149
5000
43 69 o5 193 101 1 17.00 17.20 17.40 17.60
oLl o0 5 L 2OT T, 220 220271 SO 8%6 | hzz 43.00 10.57%
m/z--> 50 100 150 200 250 300 350
Abundance #191981: Phthalic acid, butyl dec-2-yl ester
149
5000 LI SO DU BURIURE SR
17.00 17.20 17.40 17.60
223 m/z 150.00 10.21%
29 57 76 104121 | 167 2057
m/z--> 50 100 150 200 250 300 350
Abundance
149
17.00 17.20 17.40 17.60
5000 m/z 55.00 8.91%
43 69 104121 | 167 189 220243 331
m/z--> 50 100 150 200 250 300 350
Abundance #213819: Phthalic acid, butyl tridecy! ester L  RRRRs Bam s
149 17.00 17.20 17.40 17.60
m/z 57.10 8.83%
5000
223
oL At .69 10411 | 167 2057 349
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071020\
Data File : BF120842.D

Acq On 10 Jul 2020 20:35

Operator : JU/CG

Sample - L3255-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070220_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]
2,4,7,9-Tetrameth. .. 9.32 3.8 ng 289983 3 9.89 1511080 20.0
unknownl12 .35 12.35 5.4 ng 393467 4 11.37 1453530 20.0
n-Tetracosanol-1 13.85 13.5 ng 777737 5 14.00 1152330 20.0
1-Heptacosanol 16.00 4.4 ng 212940 6 15.47 977119 20.0
Phthalic acid, bu... 17.26 4.6 ng 226217 6 15.47 977119 20.0
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