LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030220\
Data File : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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

4.940 477 485 495 rBV3 41682 89107 3.04% 0.299%
5.357 553 556 578 rBV 1995676 2107320 71.94% 7.063%
rBvV 2253134 2137561 72.97% 7.164%
6.563 758 761 769 rvB2 30994 42732 1.46% 0.143%
6.734 787 790 798 rBV 827117 705657 24.09% 2.365%
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6.798 798 801 810 rBv4 22668 33145 1.13% 0.111%
6.893 813 817 820 rBV 2210745 1998787 68.23% 6.699%
rBvV 1622890 1473974 50.32% 4.940%
7.334 891 892 896 rVB 36071 29635 1.01% 0.099%

O © o~ O
\l
N
©
o5
o
o
R
o
o
o
o
©
=

1 8.016 1003 1008 1011 rBV 1059548 965827 32.97% 3.237%
11 8.445 1076 1081 1083 rBV 56103 55484 1.89% 0.186%
12 8.610 1106 1109 1112 rBV 40784 33802 1.15% 0.113%
13 8.728 1127 1129 1133 rVB 115151 88776 3.03% 0.298%
14 8.828 1142 1146 1149 rBvV 106820 95772 3.27% 0.321%
15 9.039 1179 1182 1186 rVB 41852 37241 1.27% 0.125%
16 9.092 1186 1191 1194 rBV 3074168 2929364 100.00% 9.818%
17 9.175 1202 1205 1210 rBV2 55979 62625 2.14% 0.210%
18 9.357 1232 1236 1241 rBV3 41751 60150 2.05% 0.202%
19 9.428 1245 1248 1250 rVvVv 93324 89585 3.06% 0.300%
20 9.451 1250 1252 1255 rVV 68267 70267 2.40% 0.236%
21 9.481 1255 1257 1265 rVB 249662 290144 9.90% 0.972%
22 9.545 1265 1268 1273 rBV 54110 61264 2.09% 0.205%
23 9.628 1279 1282 1288 rVB 86399 71858 2.45% 0.241%
24 9.704 1292 1295 1299 rVB 54403 43124 1.47% 0.145%
25 9.763 1299 1305 1309 rBV 1158117 1138279 38.86% 3.815%
26 9.969 1337 1340 1344 rBvV 69892 83762 2.86% 0.281%
27 10.010 1344 1347 1353 rVV3 38497 44435 1.52% 0.149%
28 10.086 1357 1360 1362 rBV 42974 44539 1.52% 0.149%
29 10.175 1371 1375 1377 rBV2 71957 77508 2.65% 0.260%
30 10.198 1377 1379 1382 rVB2 60194 52609 1.80% 0.176%
31 10.304 1394 1397 1400 rBV 56427 57794 1.97% 0.194%
32 10.422 1414 1417 1422 rVB3 48870 48259 1.65% 0.162%
33 10.469 1422 1425 1429 rVB2 50244 55818 1.91% 0.187%

34 10.557 1436 1440 1451 rVB 2012335 1866595 63.72% 6.256%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030220\
Data File : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.686 1457 1462 1466 rVB3 165998 205923 7.03% 0.690%

36 10.992 1509 1514 1516 rBV2 53740 67904 2.32% 0.228%
37 11.063 1523 1526 1529 rBV2 37074 43367 1.48% 0.145%
38 11.116 1533 1535 1538 rVVv2 72072 78903 2.69% 0.264%
39 11.151 1538 1541 1546 rVB3 43679 52595 1.80% 0.176%

40 11.251 1554 1558 1560 rBV 1207580 1088930 37.17% 3.650%

41 11.275 1560 1562 1565 rVV 151712 139792 4.77% 0.469%

42 11.328 1569 1571 1574 rVB 38412 34282 1.17% 0.115%
43 11.433 1583 1589 1594 rVB7 22165 38940 1.33% 0.131%
44 11.486 1594 1598 1600 rBVY 45020 50510 1.72% 0.169%
45 11.545 1605 1608 1610 rVB 63631 53170 1.82% 0.178%
46 11.751 1640 1643 1645 rBVY 62383 58676 2.00% 0.197%

47 11.780 1645 1648 1654 rVV 358001 389504 13.30% 1.305%
48 11.857 1658 1661 1664 rVV 95464 112532 3.84% 0.377%

49 11.886 1664 1666 1669 rVB 68174 55779 1.90% 0.187%
50 11.951 1671 1677 1681 rBV2 63878 83730 2.86% 0.281%
51 12.045 1690 1693 1697 rBV 47985 49182 1.68% 0.165%
52 12.192 1713 1718 1722 rBV4 39909 64785 2.21% 0.217%
53 12.298 1733 1736 1739 rBV 95838 89071 3.04% 0.299%
54 12.333 1739 1742 1745 rBV2 83389 88117 3.01% 0.295%
556 12.386 1748 1751 1756 rBV2 43996 60344 2.06% 0.202%

56 12.463 1760 1764 1767 rBV 299596 281603 9.61% 0.944%
57 12.563 1778 1781 1786 rBV3 180293 230514 7.87% 0.773%
58 12.686 1798 1802 1805 rBV2 182542 208187 7.11% 0.698%
59 12.745 1810 1812 1816 rVB2 42211 46678 1.59% 0.156%
60 12.833 1822 1827 1830 rBV 2581404 2533738 86.49% 8.492%

61 12.904 1836 1839 1847 rBvV4 46436 102865 3.51% 0.345%

62 12.969 1847 1850 1852 rBV2 28867 31237 1.07% 0.105%
63 12.998 1852 1855 1857 rBV3 45229 57130 1.95% 0.191%
64 13.063 1863 1866 1868 rBV2 79551 71546 2.44% 0.240%
65 13.122 1873 1876 1880 rVB3 55855 69520 2.37% 0.233%
66 13.216 1889 1892 1894 rBV 37907 32203 1.10% 0.108%
67 13.245 1894 1897 1900 rBV3 31169 40905 1.40% 0.137%
68 13.404 1921 1924 1927 rBV3 67925 63322 2.16% 0.212%
69 13.533 1943 1946 1949 rBvV 69545 63174 2.16% 0.212%
70 13.639 1962 1964 1966 rBV 41669 37071 1.27% 0.124%

71 13.733 1977 1980 1989 rVB2 251843 339995 11.61% 1.140%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030220\
Data File : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.886 2002 2006 2009 rBVY 1008749 1056601 36.07% 3.541%
73 14.045 2030 2033 2038 rBV 189249 205222 7.01% 0.688%
74 14.351 2082 2085 2091 rVB 330418 310502 10.60% 1.041%
75 14.645 2132 2135 2139 rVB 473950 439343 15.00% 1.472%

76 14.910 2176 2180 2185 rBV 172625 295785 10.10% 0.991%
77 14.963 2185 2189 2195 rVB 547318 598411 20.43% 2.006%
78 15.257 2236 2239 2243 rBV 88308 107039 3.65% 0.359%
79 15.315 2244 2249 2261 rVB2 1229378 1660842 56.70% 5.566%
80 15.721 2313 2318 2324 rVB 418032 630050 21.51% 2.112%

81 16.192 2393 2398 2407 rVB 206073 374806 12.79% 1.256%

Sum of corrected areas: 29837124
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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\

BF119174.D

2 Mar 2020 17:53

CG/JuU

L1740-07

7 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF119174.D

5.36

4.94

6.38

6.89

7.30

6.73

6.56 [6.80 '&\33

O
Time-->

5.00

5.50

6.00

6.50

7.00

T
7.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

04 .
Time-->

8.00

TIC: BF119174.D

10.56

11.25

9.76

8.02

SOV, VA NGV .

10.00

12.83

12.50 13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF119174.D

15.32

14.64 14.96

14.35 15.72

13.73|| 14.04

Time-->

1
13.50

16.50

17.00

14.00 14.50 15.00

15.50 16.00

I
17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 unknown4.94 Concentration Rank 12

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

4.94 2.53 ng 89107 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dimethvloxirane-2-carboxvlic... 130 C6H1003 1000306-64-4 38
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 33
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 485 (4.940 min): BF119174.D (-477) (-) m/z 43.00 100.00%
48
59
5000
101
69 1l ISR SEDE SRR R AR
53|| | 83 460 4.80 5.00 5.20
SNBSS N 1S IS P T SN m/z 59.00 73.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13304: 2,3-Dimethyloxirane-2-carboxylic acid, methyl ester
48 59
5000 A SRRRNRAARS MRS SRS
460 4.80 5.00 5.20
- m/z 101.00 34.42%
Ll 7|1 8I3 99
miz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 58
460 480 500 520
5000 m/z 111.10 24 .87%
71 82
"P'”I”'W'”'P'”I”'W'”'P'”I”'W'ﬁ?P'”I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n—PropyI t-bUtyl ether L LN B |/‘| TT IAI [T
59 460 4.80 5.00 5.20
m/z 69.00 18.31%
5000 M 101
29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 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 : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 3 Hexadecane, 2,6,11,15-tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.69 3.78 ng 205923 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 90
2 Decane. 5-ethvl-5-methvl- 184 C13H28 017312-74-2 64
3 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 64
4 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 59
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 58

Abundance Scan 1463 (10.692 min): BF119174.D (-1457) (-) m/z 71.05 100.00%

1

5000

ol

10.40 10.60 10.80 11.00
m/z 57.00 88.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
7
71
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l_

5000
10.40 10.60 10.80 11.00
m/z 43.05 45.29%

169
183197211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57 7

43 T T T T T T e T
10.40 10.60 10.80 11.00
5000 m/z 85.05 43.21%
85
113127 .
99 141 169183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83044: Pentadecane, 4-methyl-
43 10.40 10.60 10.80 11.00
57 71 m/z 41.00 23.71%
5000
85
99113
I ‘\ | TP 14016516 107211226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 n-Hexadecanoic acid Concentration Rank 4

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

11.78 7.15 ng 389504 Phenanthrene-d10 11.25

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 86
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 83
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 78
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 78

m/z 192.10 100.00%

Abundance

Scan 1648 (11.780 min): BF119174.D (-1645) (-)
2

43
5000

-

11.40 11.60 11.80 12.00
m/z 73.00 96.30%

e
m/z--> 20 40 60
Abundance

80 100 120 140 160 180 200 220 240 260
#107548: n-Hexadecanoic acid

43 60 73 L

50001 29 256 L o o e e ]

‘ 11.40 11.60 11.80 12.00
|| ||| ) ‘J‘u
T

m/z 59.95 67.33%
m/z--> 20 40 60

Abundance

213

143157171185 199

80 100 120 140 160 180 200 220 240 260

192

%

11.40 11.60 11.80 12.00
5000 m/z 43.00 59.76%

95 165
28 5163 8 115 139152

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

%

Abundance #54734: Anthracene, 2-methyl- e e
192 11.40 11.60 11.80 12.00
m/z 191.05 59.28%
5000
165 ‘
63 BT 115 13915 |
m/z--> 20 40 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\BF030220\
Data File : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 1H-Cyclopropa[l]phenanthren... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.86 2.07 ng 112532 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 89
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 89
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 76
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 76
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 72

Abundance Scan 1662 (11.863 min): BF119174.D (-1658) (-) m/z 192.10 100.00%

192

5000

11.60 11.80 12.00 12.20
m/z 191.05  62.48%

204 218

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-

-

5000
11.60 11.80 12.00 12.20

165 m/z 189.00 42 .48%

27 39 51 63 83 96 115157139152

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

192

11.60 11.80 12.00 12.20
5000 m/z 190.00 29.11%

165
27 39 51 63 82 96 115127139152 | 177

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

Abundance #54727: 1H-Indene, 2-phenyl-
192 11.60 11.80 12.00 12.20
m/z 193.10 20.78%
5000
165
27 39 51 63 77 96 115127139152 | 177 ‘
T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.56 4.23 ng 230514 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 46
Abundance Scan 1781 (12.563 min): BF119174.D (-1778) (-) m/z 73.00 100.00%
43
5000 kn\kmMJL§~_VM
12:20 12,40 12.60 12.80
el m/z 43.00 72.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 7, hﬁﬂmvﬁwwﬁj
5000 NS SN SRR B
12.20 12.40 12.60 12.80
m/z 60.00 65.99%
143,5,171
m/z--> "égllhblleo 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 12.20 12.40 12.60 12.80
5000 m/z 57.05 59.11%
129
47 185 228
27 115 14357171 | 199
mmﬁﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid A B e
43 & T8 12.20 12.40 12.60 12.80
m/z 55.10 57 .42%
5000 129
2

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 Sulfurous acid, octadecyl 2... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.44 ng 339995 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 90
2 1-Docosene 308 C22H44 001599-67-3 70
3 2-Methvl-E-7-hexadecene 238 C17H34 064183-52-4 64
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 60
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 56
Abundance Scan 1979 (13.727 min): BF119174.D (-1977) (-) m/z 57.05 100.00%
7
ISR N SN BN UGS
127 153 242 13.40 13.60 13.80 14.00
A I— 183 209 265 20030030 "msz 71.05 85.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 ISR N RN BN UGS
13.40 13.60 13.80 14.00
m/z 43.05 77 .45%
125
26 | 155 183 224 293269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 97
a1 13.40 13.60 13.80 14.00
5000 m/z 85.10 60.38%
125 308
15 79 153 181 209 238 264280
mmrﬁmmmmmmm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92573: 2-Methyl-E-7-hexadecene e R e T
43 13.40 13.60 13.80 14.00
69 m/z 83.10 53.62%
” 125 153 18y 210 238

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 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 : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 Tridecane, l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14 .05 3.88 ng 205222 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87

Abundance Scan 2034 (14.051 min): BF119174.D (-2030) (-) m/z 57.10 100.00%

g7
85
5000

13.80 14.00 14.20 14.40
m/z 71.10 90.14%

271292 320337355

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

&

5000 85 LA L B L L L LB
13. 80 14. OO 14. 20 14. 40
28 183 m/z 85.10 71.41%
113
Al e s
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T

13.80 14.00 14.20 14.40

85

5000 m/z 43.05 61.77%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane O B B
57 13.80 14.00 14.20 14.40
m/z 55.00 24 _90%
85
5000
113
9 || 7100 107 225 23 2 son 3
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.35 5.88 ng 310502 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptacosane 380 C27H56 000593-49-7 95
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2085 (14.351 min): BF119174.D (-2082) (-) m/z 57.05 100.00%
57
85
5000
AN SUNIUR ISR B
141 169 197 254 14.00 14.20 14.40 14.60
- | s ﬂ Ly 2225, | 281305 340 369 397 | n,07 71,10  95.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 B U B SRR
mmmmmmmm
- m/z 85.10 71.09%
113
P e e s 2
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.00 14.20 1440 14.60
5000 m/z 43.10 60.57%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #202263: Octadecane, 1-iodo- L ma
57 14.00 14.20 14.40 14.60
m/z 55.05 25.73%
85
5000
L. ‘ || M 169 107 20 | 380
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3&'30 400 14. oo 14. 20 14. 40 14 60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.65 5.29 ng 439343 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2136 (14.651 min): BF119174.D (-2132) (-) m/z 57.10 100.00%
g7
85
5000
R AR B SRR B
141 169 197 256 14.40 14.60 14.80 15.00
ol | , ] I “ Ly (225, 220276295 824 350371394 | 771,10 93.31%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 R UL BN SUNRILN B
14,40 14.60 14.80 15.00
113 m/z 85.10 70.62%
2?] LI 4 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 1440 14:60 14.80 15.00
5000 m/z 43.00 58.49%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194499: Eicosane, 7-hexyl- L s B e
57 14.40 14.60 14.80 15.00
m/z 99.05 25.34%
I1d 1ﬁ3 141 182 311 p5p 281 3pg 337
LR L UL DL UL L L UL LA L DU B B
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030220\
Data File : BF119174.D

Aca On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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 Hexadecane, l-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .96 7.21 ng 598411 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2189 (14.963 min): BF119174.D (-2185) (-) m/z 57.10 100.00%
57
85
5000
l l “113 4 169 197 225 256277 309 337356 385 1Aéoli48bliédoliéédll
(NN A D A A W LU RIS m/z 71.10 91.19%
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000 L DAL SR BRI B
mmmmmmmm
295 m/z 85.10 67.19%
29 I113 141 1569
) NN 196 | 352
m/z--> 55 160 1éo 200 250 360 3%0
Abundance
57
o 14,60 14.80 15.00 15.20
5000 m/z 43.10 59.77%
29 113
141 169 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0
Abundance #117648: Octadecane, 2-methyl- R R BAEaE E e
43 14.60 14.80 15.00 15.20
m/z 55.05 25.32%
71
5000
99
| ] [ j | 127 155 183 225 253
m/z--> 55 160 1éo 200 250 360 3%0 1460 1480 1500 1520 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030220\
Data File : BF119174.D

Acq On : 2 Mar 2020 17:53

Operator : CG/JU

Sample : L1740-07

Misc :

ALS Vial : 7 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]
unknown4 .94 4.94 2.5 ng 89107 1 6.73 705657 20.0
Hexadecane, 2,6,1... 10.69 3.8 ng 205923 4 11.25 1088930 20.0
n-Hexadecanoic acid 11.78 7.2 ng 389504 4 11.25 1088930 20.0
1H-Cyclopropa[l]p--- 11.86 2.1 ng 112532 4 11.25 1088930 20.0
Octadecanoic acid 12.56 4.2 ng 230514 4 11.25 1088930 20.0
Sulfurous acid, o... 13.73 6.4 ng 339995 5 13.89 1056600 20.0
Tridecane, 1-iodo- 14.05 3.9 ng 205222 5 13.89 1056600 20.0
Octadecane 14.35 5.9 ng 310502 5 13.89 1056600 20.0
2-methyloctacosane 14 .65 5.3 ng 439343 6 15.32 1660840 20.0
Hexadecane, 1-iodo- 14.96 7.2 ng 598411 6 15.32 1660840 20.0
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