LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012120\

Data File : BF118650.D

Aca On - 21 Jan 2020 23:37 Instrument :
Operator : CG/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; L1210-06 Qmm4Nc1p
ALS Vial : 20 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-BF012020.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 2.169 8 14 22 rVB 1805742 2451857 30.84% 3.342%
2 5.099 509 512 519 rVB 78572 98678 1.24% 0.135%
3 5.498 575 580 583 rBY 6575375 6297170 79.20% 8.583%
4 6.498 745 750 754 rBVY 6140962 6533611 82.18% 8.906%
5 6.875 811 814 818 rBVY 2698205 2307582 29.02% 3.145%
6 6.940 821 825 830 rBV 113873 99014 1.25% 0.135%
7 7.034 837 841 845 rBVY 6430284 5636985 70.90% 7.684%
8 7.434 904 909 912 rBVY 4619773 4273715 53.75% 5.825%
9 8.157 1028 1032 1036 rBY 3356614 2920983 36.74% 3.981%
10 9.234 1211 1215 1219 rBvV 8897190 7950787 100.00% 10.837%

11 9.322 1227 1230 1234 rBV2 79529 101100 1.27% 0.138%
12 9.510 1254 1262 1264 rBV3 145878 161829 2.04% 0.221%
13 9.622 1278 1281 1286 rVB 592182 473959 5.96% 0.646%
14 9.851 1317 1320 1325 rVB 198989 179387 2.26% 0.245%
15 9.916 1325 1331 1334 rBV 3667818 3204105 40.30% 4_.367%

16 10.116 1361 1365 1368 rVB 95093 84987 1.07% 0.116%
17 10.351 1402 1405 1407 rVB 99118 88023 1.11% 0.120%
18 10.698 1460 1464 1468 rBV 4776175 4096711 51.53% 5.584%
19 10.798 1477 1481 1483 rBV 328631 282262 3.55% 0.385%
20 10.822 1483 1485 1487 rBV2 116822 107811 1.36% 0.147%

21 11.098 1530 1532 1535 rBV 118355 98150 1.23% 0.134%
22 11.269 1558 1561 1564 rBV2 122409 110236 1.39% 0.150%
23 11.298 1564 1566 1571 rVB2 116180 127269 1.60% 0.173%
24 11.398 1579 1583 1585 rBV 3104017 2594998 32.64% 3.537%
25 11.422 1585 1587 1590 rVvVv 742870 577836 7.27% 0.788%

26 11.469 1590 1595 1599 rVB3 141532 176997 2.23% 0.241%
27 11.622 1618 1621 1624 rBV 86472 89600 1.13% 0.122%
28 11.698 1631 1634 1636 rVB 117721 96053 1.21% 0.131%
29 11.898 1665 1668 1670 rBV 107784 111903 1.41% 0.153%
30 11.922 1670 1672 1677 rVB2 567627 529412 6.66% 0.722%

31 12.010 1683 1687 1689 rBV2 154456 170288 2.14% 0.232%

32 12.033 1689 1691 1695 rVB 99737 92962 1.17% 0.127%
33 12.104 1700 1703 1705 rVB 130213 107063 1.35% 0.146%
34 12.216 1720 1722 1727 rVB3 75777 91461 1.15% 0.125%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012120\

Data File : BF118650.D

Aca On - 21 Jan 2020 23:37 Instrument :
Operator : CG/JU gmgigamlem'
a?zgle ; L1210-06 Qmm4Nc1p
ALS Vial : 20 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.451 1758 1762 1764 rBV 160873 168625 2.12% 0.230%

36 12.492 1765 1769 1773 rVV3 163915 233429 2.94% 0.318%
37 12.533 1773 1776 1780 rVVv2 84887 104724 1.32% 0.143%
38 12.610 1785 1789 1792 rBV 848439 735496 9.25% 1.003%
39 12.710 1802 1806 1813 rBV4 253048 400096 5.03% 0.545%
40 12.839 1823 1828 1830 rBVY 750382 761498 9.58% 1.038%

41 12.863 1830 1832 1834 rVB 176853 137799 1.73% 0.188%
42 12.980 1848 1852 1856 rBV 6932593 6218473 78.21% 8.476%
43 13.216 1890 1892 1897 rVB2 240480 274499 3.45% 0.374%
44 13.433 1927 1929 1931 rBV2 110606 86465 1.09% 0.118%
45 13.563 1948 1951 1954 rBVY 301431 294790 3.71% 0.402%

46 13.874 2001 2004 2013 rBV3 801508 1197459 15.06% 1.632%
47 14.033 2027 2031 2034 rBV 2929193 3102551 39.02% 4._.229%
48 14.204 2057 2060 2066 rVvB2 575117 576791 7.25% 0.786%
49 14.510 2109 2112 2115 rVB 782994 643910 8.10% 0.878%
50 14.821 2162 2165 2168 rBV 650447 627253 7.89% 0.855%

51 15.163 2220 2223 2232 rVB2 876097 1253886 15.77% 1.709%
52 15.510 2278 2282 2285 rBV 1928057 2266812 28.51% 3.090%

53 15.545 2286 2288 2295 rVB2 905122 1263493 15.89% 1.722%
54 15.992 2361 2364 2369 rVB2 520044 691755 8.70% 0.943%

Sum of corrected areas: 73364588
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118650.D
8000000

5.50 7.03
6.50

6000000

7.43
4000000

2000000{2.17

o 5.10 | AgJiL
e e LA s e e e e B L e e e e e e e e e B e s s ey e AL B s s T

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118650.D

8000000
12.98

6000000
10.70

4000000 9.92
8.16 11.40

2000000

9.62
9.329.51]  9.8p 10.1210.35

O e e e e e e T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF118650.D

8000000
6000000
14.03 15.51

4000000

2000000

o

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.17 21.25 ng 2451860 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 14 (2.169 min): BF118650.D (-8) (-) m/z 73.05 100.00%
7B
5000 /\
43
55 87 A
37 4g| &7 2.20 2.30 2.40 2.50 2.60
O b 49 o7 e e || M/Z 43.05  34.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 RN AR U RN DAL
43 2.20 2.30 2.40 2.50 2.60
87 m/z 87.10 25.59%
0 M\\ 37\\\ 49 67,1, 101
mz> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance
73
87 AN AR I LU A U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 23.49%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73 2.20 2.30 2.40 2.50 2.60

m/z 41.05 11.71%

5000 43
58
29 ‘ 87
”,”Nhh”.H:”,”.W.H.P:H,HJW.”.“.”,”.w.”.“.”

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Benzenesulfonamide, N,4-dim... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.80 2.18 ng 282262  Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzenesulfonamide. N.4-dimethvl-

2 Cvclohepta-2.4.6-trienesulfonic ...
3 Ethvl(E/Z2)-.alpha.-cvano-4-nitro...
4 4-Toluenesulfonvimethvl isocvanide
5 (O-p-Tosylisonitroso)malononitrile

185 C8H11NO2S
185 C8H11NO2S
416 C19H16N207S
195 C9HONO2S
249 C10H7N303S

000640-61-9 95
1000187-28-7 62
1000287-26-8 53
036635-61-7 50
020893-01-0 47

m/z 91.05 100.00%

10.40 10.60 10.80 11.00 11.20

m/z 65.00 25.56%

I I
10.40 10.60 10.80 11.00 11.20

m/z 185.00 22 .42%

10.40 10.60 10.80 11.00 11.20

m/z 155.00 21.43%

10.40 10.60 10.80 11.00 11.20

Abundance Scan 1481 (10.798 min): BF118650.D (-1477) (-)
1
5000
65 155 185
39 121
o ] 207 236
e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91
5000
U i
‘\ | L‘ \‘ . \‘ ‘ ‘
ot eyt
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
91
5000 185
155
65
30 121
o ey
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217737: Ethyl(E/Z)-.alpha.-cyano-4-nitro-.beta.-(p-tosylo...
91 155
5000
65
29
N L hllx | /120 | 188213234 262 298 336 371 416
A e e
m/z--> 0 50 100 150 200 250 300 350 400

m/z 92.05 16.58%

10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.08 ng 529412 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 55

Abundance Scan 1672 (11.922 min): BF118650.D (-1670) (-) m/z 73.00 100.00%

43 60 3

192

5000

L b

L

11.60 11.80 12.00 12.20
m/z 43.10 83.56%

143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LA L L L L L L LB L |

11.60 11.80 12.00 12.20
m/z 60.00 81.82%

213
143 157171185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 o 129 m/z 57.10 67.52%
g 15 e 214
101 143157 | 185
197
VN O OO A S S S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl- B L
192 11.60 11.80 12.00 12.20
m/z 41.05 63.81%
- ¢VwLNANAVw~JNAk«wvﬂwm~m«~vk
96 165
o s BT s wmn't |
R B AL LA B e e R R R RS B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.71 3.08 ng 400096 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 55
Abundance Scan 1806 (12.710 min): BF118650.D (-1802) (-) m/z 43.10 100.00%
5000 MLMAM‘
12:40 12,60 12.80 13.00
0 m/z 73.05 93.44Y%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129 AU BN B
12.40 12.60 12.80 13.00
‘ 97 185 o 2B m/z 60.00 79.47%
0 |15| I i I hl‘\ gl Mlhl ‘.\ :|I-$.7 .‘ .“. | ZIJ':? L .‘ |‘2|6|5 .“ ————
m/z--> 50 100 150 200 250 300 350
Abundance
73
120 12.40 12,60 12.80 13.00
5000 m/z 57.10 78.85%
43
101 172
L s L S WL L L S
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid A R R
3,73 12.40 12.60 12.80 13.00
m/z 55.10 71.99%
5000 129
97 199 242
157
0.15.“. IIIIJI‘JMIhIJIHIHI .ll‘. .}E?Q.L.‘Z.Z:? .“ —————— L I e SIS
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 7.72 ng 1197460 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90

Abundance Scan 2003 (13.869 min): BF118650.D (-2001) (-) m/z 57.10 100.00%

g7

83

5000

-

13.60 13.80 14.00 14.20

0 m/z 43.10 93.59%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55 g3
5000 AR RARRA RN AR
29 11 1360 13.80 14.00 14.20

m/z 55.10 79.15%

L ‘\ H “\ 1139 167 106 224

o4 L p. e
m/z--> 50 200 250 300 350
Abundance
57 | 97
B M
13.60 13.80 14.00 14.20
5000 m/z 83.10 72.59%
125
o 2 77 153 181 209 236 264 292 320 350 378
o T o T T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 AR EEEEEEEEE
57 83 13.60 13.80 14.00 14.20
m/z 69.10 71.87%
29 139
N L4y 167 195 222 250 280 308 336
o T T T T T e e e B M
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.20 3.72 ng 576791 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2059 (14.198 min): BF118650.D (-2057) (-) m/z 57.10 100.00%
57
5000 i M
113 14161 48 13.80 14.00 14.20 14.40 14.60
I 11 lah 188 220 | 281 316 345366386 ..o 71.10  74.57%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR DAL DAL BRI B
Bmmmmmmmmm
29 113 m/z 43.10 67 .86%
0 \‘ ‘L h “\ ‘hw h‘ u‘ { 1?1 | 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 51.15%
. 29 13 141 169 197 225 253 205 323 367
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #83023: Hexadecane A EEa e B
57 13.80 14.00 14.20 14.40 14.60
m/z 41.10 23.58%
29
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&'30 13. 80 14. oo 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 8 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .51 4_.15 ng 643910 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 87
Abundance Scan 2112 (14.510 min): BF118650.D (-2109) (-) m/z 57.10 100.00%
57
85
5000
- 14120 1440 1460 1480
o314, Jl L a7{" 109189211231 777 281 310331 358381406 757 71.10  79.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 LR BRI B B B

14.20 14.40 14.60 14.80
m/z 43.10 62.96%

113
141
I P -
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R Rma e e e mm
85 14.20 14.40 14.60 14.80
5000 m/z 85.10 57.14%
29 113
0 141 169 197 225 253 296
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl- B B
43 14.20 14.40 14.60 14.80
m/z 55.10 23.26%
71
5000
210
0 J \ LT 127 155 182 % 239 567 206 323
e e e e e R e e R
m/z--> 50 100 150 200 250 300 350 400 14 20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 9 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.82 5.53 ng 627253 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octacosane 394 C28H58 000630-02-4 95
3 Heptacosane 380 C27H56 000593-49-7 93
4 Heptadecane 240 C17H36 000629-78-7 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2165 (14.821 min): BF118650.D (-2162) (-) m/z 57.10 100.00%
57
85
5000
113 14760 1480 15,00 1520
141 169 253 14.60 14.80 15.00 15.20
ol 31l .||, L2197 228777 279 309 337 366 393 426 | nzz 71.10 75.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR LIS B UL R
Mmmmmmmm
m/z 43.10 59.13%
29 113
0 \‘ ‘L ‘ “\ h h‘ u‘ \1\1\169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
"' 14,60 14.80 15.00 15.20
5000 g5 m/z 85.10 54 _.61%
29
o 113 141 169 197 225 253 281 309 337 365 394
HELELELI UL DU SR UL SURLELELN SRR SRR BUR
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane A L R REmms e
57 14.60 14.80 15.00 15.20
m/z 55.10 19.46%
5000
85
0 %9 | | ) 113141 169 197 225 253 281 323 351 380
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 350 4(')0 14|60 14. 80 15. oo 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 10 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.16 11.06 ng 1253890 Perylene-d12 15.51
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2223 (15.163 min): BF118650.D (-2220) (-) m/z 57.10 100.00%
57
85
5000

14.80 15.00 15.20 15.40

141
] 169 197219 248 276
ol 241} J 170910729 248 270 308 352376402 432 | /7 71.10  80.28%
m/z--> 50 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L B
14.80 15.00 15.20 15.40
m/z 85.10 60.32%
29
o T Hlﬁ3‘ 141160 197 225 253 _ 295 323 _ 367
T B = e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e
g5 14.80 15.00 15.20 15.40
5000 m/z 43.10 59.67%
29 113
0 141 169 197 225 253 296
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane R AR EEEEE T
57 14.80 15.00 15.20 15.40
m/z 55.10 22 .00%
5000 85
113
oL 2 I |77 141 169 197 225 267 295 365 393
T T T Y e T T [ T e e e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012120\
Data File : BF118650.D

Aca On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 11 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 6.10 ng 691755 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
3 Hentriacontane 437 C31H64 000630-04-6 93
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
Abundance Scan 2364 (15.992 min): BF118650.D (-2361) (-) m/z 57.10 100.00%
5000 u&j
ol 239 304 331 360 386410 436 n/z 71.10 77 230
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
5000 AR UM SRR BRI B
85 15.60 15.80 16.00 16.20 16.40
m/z 43.10 58.62%
ﬁgMHMmmmmm1mmm
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
15.60 15.80 16.00 16.20 16.40
5000 a5 m/z 85.10 57 .62%
0 13 141 160 197 239 267 204 323 352 ,/\,\,\Jxﬂ,h\“]\FMJKV,thﬂij
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223851: Hentriacontane B B E e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.10 22 .32%
5000
85
29| J 113 141 169 197
ol il b A 177 199,197 225 253 280 309 361 379 407 436 N —
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012120\
Data File : BF118650.D

Acq On : 21 Jan 2020 23:37

Operator : CG/JU

Sample : L1210-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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]
Butane, 2-methoxy... 2.17 21.3 ng 2451860 1 6.87 2307580 20.0
Benzenesulfonamid... 10.80 2.2 ng 282262 4 11.40 2595000 20.0
n-Hexadecanoic acid 11.92 4.1 ng 529412 4 11.40 2595000 20.0
Octadecanoic acid 12.71 3.1 ng 400096 4 11.40 2595000 20.0
Cyclohexadecane 13.87 7.7 ng 1197460 5 14.03 3102550 20.0
Heneicosane 14.20 3.7 ng 576791 5 14.03 3102550 20.0
Octadecane 14.51 4.2 ng 643910 5 14.03 3102550 20.0
Octacosane 14.82 5.5 ng 627253 6 15.51 2266810 20.0
Hexacosane 15.16 11.1 ng 1253890 6 15.51 2266810 20.0
Heptacosane 15.99 6.1 ng 691755 6 15.51 2266810 20.0
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