LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030220\

Data File : BF119180.D

Aca On 2 Mar 2020 20:50 Instrument :
Operator : CG/JU BNA_F

Sample : L1736-01 5X ClientSampleld :
Misc i FK-SF-01-010-A
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 F\METHODS\8270-BF022020.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 4.269 367 371 379 rBV 62113 91177 8.22% 0.727%
2 4.916 477 481 495 rBV 121019 151247 13.64% 1.206%
3 5.369 555 558 572 rBV 77979 120768 10.89% 0.963%
4 6.387 728 731 747 rBV 206034 268754 24.23% 2.143%
5 6.734 787 790 800 rBV 722987 657813 59.31% 5.246%
6 6.892 813 817 827 rBV 364696 309362 27.89% 2.467%
7 7.298 883 886 896 rBV 194798 192313 17.34% 1.534%
8 8.016 1003 1008 1015 rBV 956426 906859 81.76% 7.233%
9 8.733 1128 1130 1134 rBV 20686 16300 1.47% 0.130%
10 8.833 1144 1147 1152 rBvV2 24166 28911 2.61% 0.231%
11 9.092 1187 1191 1196 rBV 571609 481634 43.42% 3.841%
12 9.175 1202 1205 1207 rBV 36109 32880 2.96% 0.262%
13 9.363 1233 1237 1240 rBV 26724 33168 2.99% 0.265%
14 9.433 1245 1249 1251 rVvVv 44590 44869 4 _.05% 0.358%
15 9.486 1255 1258 1262 rVvv2 45049 58240 5.25% 0.464%
16 9.551 1266 1269 1274 rBV2 22061 24519 2.21% 0.196%
17 9.633 1280 1283 1287 rBV 30204 28810 2.60% 0.230%
18 9.704 1293 1295 1300 rVB 33402 27042 2.44% 0.216%
19 9.769 1300 1306 1310 rBvV 1225433 1080846 97.45% 8.620%
20 9.804 1310 1312 1316 rVB 59304 55862 5.04% 0.446%
21 9.880 1322 1325 1329 rVB3 16180 20260 1.83% 0.162%
22 9.975 1337 1341 1346 rVV 49323 48468 4_.37% 0.387%
23 10.016 1346 1348 1354 rVB3 21919 26621 2.40% 0.212%
24 10.092 1358 1361 1363 rBV 18618 20396 1.84% 0.163%
25 10.175 1372 1375 1377 rBV2 16613 17241 1.55% 0.138%
26 10.204 1377 1380 1383 rVB2 58051 47512 4.28% 0.379%
27 10.316 1396 1399 1406 rBV 72751 83325 7.51% 0.665%
28 10.427 1415 1418 1422 rVB3 25992 26461 2.39% 0.211%
29 10.475 1423 1426 1429 rVB2 22210 23319 2.10% 0.186%
30 10.539 1435 1437 1439 rBV3 14979 16973 1.53% 0.135%
31 10.675 1457 1460 1469 rVB3 82196 121446 10.95% 0.969%
32 10.869 1488 1493 1495 rBV4 26742 28982 2.61% 0.231%
33 10.898 1495 1498 1501 rVB2 22693 25507 2.30% 0.203%
34 11.069 1524 1527 1529 rBV 28314 26953 2.43% 0.215%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030220\

Data File : BF119180.D

Aca On 2 Mar 2020 20:50 Instrument :
Operator : CG/JU BNA_F

Sample : L1736-01 5X ClientSampleld :
Misc i FK-SF-01-010-A
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\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.122 1532 1536 1539 rVV3 78262 83157 7.50% 0.663%
36 11.151 1539 1541 1546 rVB 84548 84690 7.64% 0.675%

37 11.257 1555 1559 1561 rBV 1195640 1109125 100.00% 8.846%
38 11.274 1561 1562 1566 rVvV 508136 428752 38.66% 3.419%

39 11.327 1569 1571 1575 rVB 93148 90900 8.20% 0.725%
40 11.369 1575 1578 1581 rBV2 28914 31850 2.87% 0.254%
41 11.492 1595 1599 1604 rBV 54977 81072 7.31% 0.647%
42 11.545 1606 1608 1612 rVV 74171 72128 6.50% 0.575%
43 11.586 1612 1615 1621 rVB3 34309 52235 4.71% 0.417%
44 11.669 1627 1629 1632 rVB 22225 23132 2.09% 0.184%
45 11.757 1641 1644 1646 rBVY 87189 83255 7.51% 0.664%

46 11.786 1646 1649 1654 rVB 115007 107861 9.72% 0.860%
47 11.869 1659 1663 1665 rvv2 119296 136006 12.26% 1.085%

48 11.892 1665 1667 1670 rVB 65419 56654 5.11% 0.452%
49 11.951 1675 1677 1681 rVvV 74087 72975 6.58% 0.582%
50 11.992 1681 1684 1686 rVV 28730 23806 2.15% 0.190%
51 12.051 1691 1694 1696 rBV 50574 50673 4._.57% 0.404%
52 12.086 1697 1700 1702 rVB 49166 40596 3.66% 0.324%
53 12.180 1714 1716 1718 rBV 23853 20250 1.83% 0.162%
54 12.233 1722 1725 1727 rBV2 48992 48364 4_36% 0.386%
55 12.304 1734 1737 1739 rBV 91585 86135 7.77% 0.687%

56 12.345 1740 1744 1749 rVB3 155546 217252 19.59% 1.733%
57 12.469 1762 1765 1769 rBV 522799 449858 40.56% 3.588%
58 12.692 1798 1803 1806 rBV 452917 543207 48.98% 4_.332%
59 12.833 1823 1827 1830 rBV 621030 521106 46.98% 4._.156%
60 13.068 1864 1867 1869 rBV2 120604 109066 9.83% 0.870%

61 13.410 1922 1925 1928 rBV2 124886 113781 10.26% 0.907%
62 13.739 1978 1981 1986 rVB3 128146 151399 13.65% 1.207%
63 13.892 2003 2007 2010 rBV2 1029107 1084285 97.76% 8.648%
64 14.051 2032 2034 2039 rVB2 161553 140146 12.64% 1.118%
65 14.357 2084 2086 2089 rBV 163625 119003 10.73% 0.949%

66 14.651 2134 2136 2139 rBV 187199 164757 14.85% 1.314%
67 15.327 2247 2251 2258 rVB2 766843 996152 89.81% 7.945%

Sum of corrected areas: 12538466
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\

BF119180.D

2 Mar 2020 20:50

CG/JuU

L1736-01 5X

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF119180.D

6.73

6.39

0
Time-->

6.50

Abundance

1500000

1000000

500000

0

TIC: BF119180.D

9.77 11.26

8.02

9.09

87883 ||9.179.983% 0805

Time-->

12.50 13.00

12.00

10.50 11.00 11.50

T
10.00

8.50

I
9.00 9.50

Abundance

1500000

1000000

50000017y

0

TIC: BF119180.D

13.74

Time-->

™1
13.50

I
17.00 17.50

T
18.00

18.50

15.50 16.00 16.50

14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 1 2-Pentene, 2,4-dimethyl- Concentration Rank 6

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

4.27 2.77 ng 91177 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 Furan., 2-methoxv- 98 C5H602 025414-22-6 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 371 (4.269 min): BF119180.D (-367) (-) m/z 83.00 100.00%
83
5000
98
43 e e
400 420 4.40 4.60
...,....,....,..?7:|,':..‘.‘?-.|.:.,....,...77.,.'...,....,.... m/z 55.10 65.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3371: 2-Pentene, 2,4-dimethyl-
83
55
41
5000 R RS S IR
7 98 4.00 4.20 4.40 4.60
15 m/z 98.00 34.76%
—r .J..,.. :J,??.:I J..??h'.!.?%.?ﬁq o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 400 420 440 460
5000 43 m/z 43.00 24 .18%
98
29
23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R e L B
5 83 400 420 4.40 4.60
m/z 39.00 21.05%
41
5000 7 o8
15 ‘ 69
T "|"t' |""h'%4 e %?“Ml '|§§'MM "??l” l"?%" T R RS S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.92 4.60 ng 151247 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 482 (4.922 min): BF119180.D (-477) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 4.60 4.80 5.00 5.20
8 1 0| PN m/z 59.00 70.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L R I
59 460 480 500 520
m/z 101.00 35.33%
15 31 101
25,7 37, 53,| 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
0
5000 101 m/z 58.00 15.87%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine e e AR
3 50 4.60 4.80 5.00 5.20
m/z 41.00 11.05%
5000 18
28
"'ﬁ%H'P'““$"'$*"P"'i”"l”"l”"l”"l”"l' S NRARE SRR RAASE RARRS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.19 ng 121446 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 1459 (10.669 min): BF119180.D (-1457) (-) m/z 57.05 100.00%

g7

5000 4

169 189 10.40 10.60 10.80 11.00
m/z 71.10 93.46%

141
o 123

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48833: Tridecane
57
5000 4|' LA L L L L L L
10 40 10. 60 10 80 11. OO
m/z 43.05 80.65%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R B B B o
85 10.40 10.60 10.80 11.00
5000 a m/z 85.05 61.54%
113
25 141 169 197212 240
wmmmwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane L B
57 10.40 10.60 10.80 11.00
m/z 41.00 42 .13%
5000 4 35
15 ] “ Loy M8 141 160 107 225 53268 296
R ARRAR B Ea s e e AR L RARREAETEEELC L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.87 2.45 ng 136006 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 62
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
3 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 50
4 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 35

Abundance Scan 1663 (11.869 min): BF119180.D (-1659) (-) m/z 190.05 100.00%
190
5000
63 74 11.60 11.80 12.00 12.20
39 51 108120 134 154 202215 235 /7 189 00 97 250
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 —v—v—v—rv—rv—v—rrv—v—v—ruv—v—v—v—rw—ﬁ—r
o4 11.60 11.80 12.00 12.20
m/z 192.05 65.40%
27 3950 63 81 || 110122 137150 163 178
mz-> 20 40 60 éo 100 120 140 1éo 1éo 200 220 240
Abundance
189
11,60 11.80 12,00 12.20
m/z 191.10 49_16%
5000
94
I""I""I""8I1""IIIII TTrT IIII:II-G:3"' TTTTTTTT T T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190 11.60 11.80 12.00 12.20
m/z 94.80 23.52%
5000
29
44 6374 97109 133144 161 M H 217
miz-> 20 40 éo 80 160 150 140 160 180 200 250 240 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 9-Octadecenoic acid, methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.35 3.92 ng 217252 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
2 Heneicosane 296 C21H44 000629-94-7 64
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 56
4 Dodecane 170 C12H26 000112-40-3 46
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 46
Abundance Scan 1745 (12.351 min): BF119180.D (-1740) (-) m/z 69.05 100.00%

5000

12.00 12.20 12.40 12.60
m/z 55.10 93.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141310: 9-Octadecenoic acid, methyl ester, (E)-

12.IOO 12.I20 12.I40 12!60
m/z 74.00 77.71%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
12.00 12.20 12.40 12.60
5000 a1 85 m/z 41.10 76.23%
15 U3 141 169 197 225 253268 296

mwmmﬂwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141284: 12-Octadecenoic acid, methyl ester B B .
5 12.00 12.20 12.40 12.60

m/z 83.10 75.25%

5000

12313815 180

207
R REEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Octadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.07 2.01 ng 109066 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Docosane 310 C22H46 000629-97-0 83
3 Octacosane 394 C28H58 000630-02-4 70
4 Hentriacontane 437 C31H64 000630-04-6 62
5 Heneicosane 296 C21H44 000629-94-7 62

Abundance Scan 1867 (13.068 min): BF119180.D (-1864) (-) m/z 57.05 100.00%
57
5000

12.80 13.00 13.20 13.40
m/z 71.05 87.78%

244 267 295 319

m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LA L L L L L LB
12. 80 13. 00 13 20 13. 40
29 m/z 85.10 66.49%
| d{ ) H3 141 160 197 25 254
e A B e B A e T e
m/z--> 50 100 150 200 250 300 350
Abundance
57
AR EEEEEEEEE
12.80 13.00 13.20 13.40
5000 a5 m/z 43.00 61.51%
29
113 141 169 197 205 253 281 310
— T e T T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane AR EEEEEEEEE
57 12.80 13.00 13.20 13.40
m/z 41.00 26.53%
5000 85
29 113 141
LI, ﬂ 169 197 225 253 281 309 337 365 394

12. 80 13. 00 13 20 13. 40

m/z--> 50 100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 8 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.41 2.10 ng 113781 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 89
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 80
5 Heptacosane 380 C27H56 000593-49-7 74
Abundance Scan 1925 (13.410 min): BF119180.D (-1922) (-) m/z 71.10 100.00%
7
43
5000
127 165 193 215 13100 13120 1340 13,60 13,80
i 244 267 299 323342 77 5705 98 240
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 LRI RIS B SUNA
13.00 13.20 13.40 13.60 13.80
29 m/z 43.10 65 .45%
113
l I i 70,141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo
Abundance
57
85 13.00 13.20 13.40 13.60 13.80
5000 m/z 85.10 64 .54%
126
154
39 183 211 239
m/z--> 55 160 1%0 200 250 360 3éo
Abundance #194493: Hexacosane [TT T T[T T T[T T [ TT T[T
57 13.00 13.20 13.40 13.60 13.80
m/z 55.00 32.17%
5000 85
2?“ “ || M 141 169 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 251,0 3(')0 35'30 13.'00 13.'20 13.'40 13.I60 13.I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 9 2-methylhexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.79 ng 151399 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 80
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 80
3 Hexacosane 366 C26H54 000630-01-3 80
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 80
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 74
Abundance Scan 1981 (13.739 min): BF119180.D (-1978) (-) m/z 57.10 100.00%
57
85
5000
3 140 168 202 13.40 13.60 13.80 14.00
e 248 277 300 333 367 75 71.10 97 80U
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2-methylhexacosane
57
85
5000 AR SRR IR
13140 13.60 13.80 14.00
113 m/z 43.10 67 .38%
29 | 141 169 197 225 253 281 309 337 365
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.40 13.60 13.80 14.00
5000 m/z 85.10 67 .06%
85
il 113 139 183 517235
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LA L L L L B
57 13.40 13.60 13.80 14.00
m/z 69.10 32.98%
5000 85
29 i Iy M3 141 160 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 10 Dodecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.05 2.59 ng 140146 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Triacontane 422 C30H62 000638-68-6 80
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 2034 (14.051 min): BF119180.D (-2032) (-) m/z 57.00 100.00%
85
5000
] 1113 141 169 202 230 53274294 331352 382 413  13.80 14,00 14.20 14.40
_— J i | B23274204 331352 382 m/z 71.10 81.75%
m/z--> 50 150 200 250 300 350 400
Abundance #48854: Dodecane, 2-methyl-
85
5000 LR SR SIS SUBURA B
13.80 14.00 14.20 14.40
29 141 m/z 85.10 65.64%
113 169
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o " 13:80 14.00 14,20 14.40
5000 m/z 43.10 57 .38%
29 113
141 169 197 225 253 296 mﬂﬁq}\ﬁ/khﬂvﬂﬂh/\hﬁﬂ,ﬂq;%~»
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane LI B e D
57 13.80 14.00 14.20 14.40
m/z 55.10 23.73%
85
5000
29
1) M3 081 160 197 240
m/z--> 50 100 1%0 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BF022020.M Tue Mar 03 13:45:17 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 11 Octadecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.36 2.20 ng 119003 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 98
2 Tetracosane 338 C24H50 000646-31-1 93
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 93
4 Octadecane 254 C18H38 000593-45-3 93
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2087 (14.363 min): BF119180.D (-2084) (-) m/z 57.10 100.00%
57
85
5000
| T 1400 143 1440 1450
63 195 223 346 368389409 : : : :
,l }M%imm% m/z 71.10 91.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202263: Octadecane, 1-iodo-
57
85
5000 U BN UL B B
mmmmmmmm
- 113 253 m/z 85.05 77.82%
Ly .| | 117,169,197 225 | 380
m/z--> éo 100 150 200 2%0 300 3éo 400
Abundance
57
14.00 14.20 1440 1460
5000 P m/z 43.10 64 .59%
29
113 141 169 197 225 253 281 309 338
m/z--> éo 160 1%0 260 250 300 3éo 460
Abundance #184946: Hexadecane, 1-iodo- R AR EEEEE T
57 14.00 14.20 14.40 14.60
m/z 99.10 26.63%
85
5000
225
113
200 || M4 169 106 | 352
m/z--> éo 160 1%0 260 250 360 3éo 460 1400 1420 1440 1J60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119180.D

Aca On > 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 12 Hexacosane Concentration Rank 4

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

14 .65 3.31 ng 164757 Perylene-d12 15.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosane 366 C26H54 000630-01-3 91

2 Heneicosane 296 C21H44 000629-94-7 91

3 Heptacosane 380 C27H56 000593-49-7 91

4 Tetracosane 338 C24H50 000646-31-1 90

5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2136 (14.651 min): BF119180.D (-2134) (-) m/z 57.10 100.00%

57
85
5000

141 169 196 225 253 34 207 14.40 14.60 14.80 15.00
—_— || L7700 196,225 299075300324 355376397 424 | s 7110 88. 79%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L LB
14.40 14.60 14.80 15.00
m/z 85.10 65.08%
29 113
| J Iy, 141 169 197 225 253 295 323 367
A A e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
A N Eanmama
85 14.40 14.60 14.80 15.00
5000 m/z 43.10 58.00%
29 113
141 169 197 225 253 296
I e e e o e e EEL L B o o o o o o o o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane I a  BREEEEES B
57 14.40 14.60 14.80 15.00
m/z 41.10 28.39%
5000
85
29
Sl J (113 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 400

14.40 14 60 14. 80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030220\
Data File : BF119180.D

Acq On : 2 Mar 2020 20:50

Operator : CG/JU

Sample : L1736-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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-Pentene, 2,4-di... 4.27 2.8 ng 91177 1 6.73 657813 20.0
2-Pentanone, 4-hy... 4 .92 4.6 ng 151247 1 6.73 657813 20.0
Tridecane 10.67 2.2 ng 121446 4 11.26 1109130 20.0
4H-Cyclopenta[def... 11.87 2.5 ng 136006 4 11.26 1109130 20.0
9-Octadecenoic ac... 12.35 3.9 ng 217252 4 11.26 1109130 20.0
Octadecane 13.07 2.0 ng 109066 5 13.89 1084290 20.0
Tetracosane 13.41 2.1 ng 113781 5 13.89 1084290 20.0
2-methylhexacosane 13.74 2.8 ng 151399 5 13.89 1084290 20.0
Dodecane, 2-methyl- 14.05 2.6 ng 140146 5 13.89 1084290 20.0
Octadecane, 1-iodo- 14.36 2.2 ng 119003 5 13.89 1084290 20.0
Hexacosane 14.65 3.3 ng 164757 6 15.32 996152 20.0
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