LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111918\

Data File : BF110861.D

Aca On : 19 Nov 2018 18:53 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i J5774-01 SUO4¢HB&
ALS Vial : 21 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-BF110818 .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 5.557 587 590 613 rBY 1092057 1206684 5.29% 1.893%
2 6.569 758 762 775 rBV 1296415 1304123 5.71% 2.046%
3 6.710 782 786 792 rVB 1555136 1276053 5.59% 2.002%
4 6.939 822 825 832 rVB 384037 343475 1.50% 0.539%
5 7.098 848 852 859 rVB 1012217 966370 4.23% 1.516%
6 7.504 918 921 928 rBV 807165 876056 3.84% 1.374%
7 8.186 1034 1037 1041 rBvV2 254562 298627 1.31% 0.469%
8 8.222 1041 1043 1047 rVV 470496 479311 2.10% 0.752%
9 8.722 1124 1128 1130 rBV 273234 239455 1.05% 0.376%
10 8.792 1137 1140 1145 rBV2 436379 384999 1.69% 0.604%

11 9.039 1179 1182 1186 rBV3 322061 301655 1.32% 0.473%
12 9.298 1222 1226 1229 rBV 1406189 1267653 5.55% 1.989%
13 9.363 1234 1237 1241 rVV 638960 571110 2.50% 0.896%
14 9.680 1287 1291 1296 rVvv4 260178 398629 1.75% 0.625%
15 9.892 1324 1327 1331 rVV 834632 688534 3.02% 1.080%

16 9.980 1340 1342 1347 rVB 409160 409305 1.79% 0.642%
17 10.392 1408 1412 1414 rBV 904027 735215 3.22% 1.153%
18 10.610 1444 1449 1451 rBV 341356 408292 1.79% 0.641%
19 10.780 1474 1478 1484 rBV 630099 724200 3.17% 1.136%
20 10.863 1489 1492 1502 rVB 857954 1042567 4._.57% 1.636%

21 11.316 1565 1569 1571 rBV 670648 568607 2.49% 0.892%
22 11.480 1593 1597 1599 rBV 401983 401424 1.76% 0.630%
23 11.739 1638 1641 1644 rBV 621052 479035 2.10% 0.752%
24 11.857 1655 1661 1664 rVB 6247181 7492208 32.82% 11.754%
25 11.998 1679 1685 1690 rBV3 468754 652692 2.86% 1.024%

26 12.145 1707 1710 1713 rBV 493219 487798 2.14% 0.765%
27 12.574 1772 1783 1785 rBV3 7355563 22826083 100.00% 35.811%
28 12.621 1790 1791 1793 rVV 325772 229637 1.01% 0.360%
29 12.651 1793 1796 1799 rVB 4223057 3613959 15.83% 5.670%
30 12.716 1799 1807 1813 rBV3 1249902 2932325 12.85% 4_.600%

31 12.880 1832 1835 1838 rVB 877630 738266 3.23% 1.158%
32 12.910 1838 1840 1843 rBV 309640 291310 1.28% 0.457%
33 12.939 1843 1845 1852 rVB 355567 474596 2.08% 0.745%
34 13.068 1863 1867 1870 rBV 1247615 1031323 4._.52% 1.618%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111918\

Data File : BF110861.D

Aca On : 19 Nov 2018 18:53 Instrument :
Operator : JU/SJ gmgigamleM'
3?22'6 i J5774-01 SU@4¢HB&
ALS Vial : 21 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-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.204 1887 1890 1892 rBV 692014 627383 2.75% 0.984%

36 13.268 1899 1901 1903 rBV2 401481 364118 1.60% 0.571%
37 13.286 1903 1904 1910 rVB2 427582 378244 1.66% 0.593%
38 13.363 1914 1917 1921 rBV2 672951 682420 2.99% 1.071%
39 13.486 1932 1938 1942 rBV5 149245 342161 1.50% 0.537%
40 13.610 1956 1959 1962 rBVY 388315 323949 1.42% 0.508%

41 13.804 1988 1992 1996 rVB3 254155 361961 1.59% 0.568%
42 13.939 2012 2015 2020 rBV 439513 389833 1.71% 0.612%
43 14.033 2028 2031 2035 rBVY 433500 399666 1.75% 0.627%
44 14.133 2044 2048 2051 rBV2 419634 568488 2.49% 0.892%
45 14.251 2065 2068 2072 rBVY 324531 359138 1.57% 0.563%

46 14.557 2116 2120 2127 rBV2 654076 858541 3.76% 1.347%
47 14.874 2171 2174 2178 rBVY 274271 281105 1.23% 0.441%
48 15.009 2193 2197 2208 rVB 533208 793332 3.48% 1.245%
49 15.227 2231 2234 2246 rVB2 368274 615895 2.70% 0.966%
50 16.080 2376 2379 2383 rVB 181887 251777 1.10% 0.395%

Sum of corrected areas: 63739587
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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: BF110861.D
7000000
6000000
5000000
4000000
3000000
2000000

6.5
5.56
1000000 710 75
,L sl L
0 A

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: BF110861.D

12457
7000000

11.86
6000000

5000000 1b.65

4000000
3000000

2000000 b7y 13.07

12.88 | 13.20.
oI Xk

O e e e T S e e e s 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: BF110861.D

1000000

7000000
6000000
5000000
4000000
3000000
2000000

14.56
36 QD8 0115 >3
1000000 13.& '6113'% 43,25 14.&? \ A—'\M&_z\__ﬁ/\_\_&_

7

R 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\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 4

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

6.71 74.30 ng 1276050 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 786 (6.710 min): BF110861.D (-782) (-) m/z 132.00 100.00%
5000 68
40 % 640 6.60 6.80 7.00
54 . . . .
[ | Weus | m/z 68.10 40.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR SRR LR SRR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.20%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.63%
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
132 6.40 6.60 6.80 7.00
m/z 69.10 16.33%
5000
66
'"'I""I“u"l""I""I'l" T N SN
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Pentadecane Concentration Rank 9

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

9.89 33.64 ng 688534 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1327 (9.892 min): BF110861.D (-1324) (-) m/z 57.10 100.00%
57
5000 85

9.60 9.80 10.00 10.20

113133 159 183 212

oy e A m/z 43.10 76.37%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 LN L L L L L LB
85 9.60 9.80 10.00 10.20
29 m/z 71.10 55.48%
L4 118 141 169 212
— e et
m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane
57
9.60 9.80 10.00 10.20
5000 85 m/z 85.10 38.14%
29
T O O e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane L L L B B
57 9.60 9.80 10.00 10.20
m/z 41.10 36.05%
5000 85
29
Y ] | ) M2 141 169 197 225 253 281 309 337 365 394
— et e e e e T e e R N REEE SRR m
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.39 35.93 ng 735215 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 87
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 81

Abundance Scan 1412 (10.392 min): BF110861.D (-1408) (-) m/z 57.10 100.00%

57

43

5000

-
al

10.00 10.20 10.40 10.60 10.80
m/z 43.10 72.80%

99
113 127 141 155 170182 196207 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane

-
a

10.00 10.20 10.40 10.60 10.80
m/z 71.10 58.08%

5000

99
113 127 141 155 169 183 197

226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43 AU BN
71 10.00 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 39.19%
29
‘ % 113 127 141 198
L Y S S Y e L T -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane T A a  EE s B
43 57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 36.77%
71
5000
85
29
s || s s
m/z--> 2IO 4IO 6IO 8IO l(I)O 12IO 140 160 180 2CI)O 22IO 10 00 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.61 19.95 ng 408292 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 74
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
3 Pentadecane 212 C15H32 000629-62-9 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64

Abundance Scan 1449 (10.610 min): BF110861.D (-1444) (-) m/z 57.05 100.00%

g7
5000
4 85 A’V\A/L./\J

113 10.20 10.40 10.60 10.80 11.00
\ 141156171186
Obrrrprrrrfbreb et 2284 180208218 "m/z 43.10 48.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 TT T T [T T I T [T T T T[T T TT[TT

10.20 10,40 10.60 10.80 11.00
m/z 71.10 45.20%

1419156 183 296

211 239

267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57
A RREE ma e
10.20 10.40 10.60 10.80 11.00
5000 m/z 41.10 24 _89%
4 85
113
6 1 1 i || 141 1eg18 198 225 253 282
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane A B
57 10.20 10.40 10.60 10.80 11.00

m/z 85.10 22 .85%

5000

SN
[e0]
a1

113 141 169184 212

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 20 10. 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.86 51.94 ng 1042570 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1492 (10.863 min): BF110861.D (-1489) (-) m/z 57.10 100.00%
g7
113 10. 60 10 80 11.00 11.20
Obrrerrrelbry b e 06 182197 215 240 | 'm/z 43.10 72.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59879: Tetradecane
57
5000 85 LI U B SULRLLE I
10. 60 10 80 11.00 11.20
4 m/z 71.10 57.15%
S O N e O - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
o 1060 10.80 11.00 11.20
5000 m/z 85.10 38.77%
4
113
2 “ Loy |7 e 160 197 225 253768 29
m/z--> 25 4b eb 85 160 150 110 1éo 180 200 220 240 260 2§o 300
Abundance #71393: Pentadecane S LEREREaEE e
57 10.60 10.80 11.00 11.20
m/z 41.10 34.91%
5000 85
4
‘\ | Il 1}3 141 169184 212
m/z--> 25 4b eb 85 160 150 110 160 180 200 220 240 2éo 2§o 300 1060 1080 1100 1150
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane, 8-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.32 28.33 ng 568607 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 1570 (11.321 min): BF110861.D (-1565) (-) m/z 57.05 100.00%
g7
43 71
5000
99 S o 11 11 en
113127141154167 181 196 11.00 11.20 11.40 11.60
> 211 m/z 43.10 63.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105898: Heptadecane, 8-methyl-
57 71
43 85
5000 R UM UL I SRR
11.00 11.20 11.40 11.60
154 m/z 71.10 61.39%
A 169 183197 211 225239 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57
43 U R IR AL B
71 11.00 11.20 11.40 11.60
5000 85 m/z 85.10 45_.21%
29
15 \‘ ul ‘ \‘ Al 9\‘9 113127141155169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240
Abundance #71393: Pentadecane e e A
57 11.00 11.20 11.40 11.60
43 m/z 41.05 30.51%
71
5000 85
29 9
15 \‘ ‘ | A 113 127 141 155 169 183 212
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 240 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tridecane, 7-hexyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.74 23.87 ng 479035 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1641 (11.739 min): BF110861.D (-1638) (-) m/z 57.10 100.00%

57
5000

113 11.40 11.60 11.80 12.00

141
Obrrrrrrrrilhrs 169 197 224239 268 m/z 43.10 68.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000

11.40 11.60 11.80 12.00
m/z 71.10 58.54%

197212 238

266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
e i e LT e
11.40 11.60 11.80 12.00
5000 m/z 85.10 41 _.06%
85
26 ‘ L ‘ (113 141 160184 226
.”,””P.”P”.P”q.”w””,””..”.”..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane T
57 11.40 11.60 11.80 12.00
m/z 41.10 32.73%
85
5000
4

113
‘ L M 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00

8270-BF110818.M Tue Nov 20 15:48:50 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.86 373.28 ng 7492210 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 97
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1662 (11.863 min): BF110861.D (-1655) (-) m/z 73.95 100.00%
!
87
5000
43
T 129 | 227 11,60 11.80 12,00 12.20
101115 171185199 241 5c5 270 - - - -
o,.”.“.JL.”'h”,“uw.hwlf?ﬂ.”,”.w.??.L“,”?ﬁ.”w m/z 87.10 75.57%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 L S SRR SULRULN I
43 11.60 11.80 12.00 12.20
143 m/z 43.10 31.99%

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

Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.10 27.71%

| m‘ ‘\ | 101115129 ‘3157171185199213227241 270
,”.w.”.“.”,”.w.”.“.”,”...”...” T S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

#50099: Decanoic acid, methyl ester
74 11. 60 11.80 12.00 12.20

m/z 41.10 24 .53%

87
43
5000
29
‘ fg 101
L ) 1915120 P57 16

II‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTTT TTTT IIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11.80 12.00 12.20

8270-BF110818.M Tue Nov 20 15:48:51 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.00 32.52 ng 652692 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecane 198 C14H30 000629-59-4 78
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 1685 (11.998 min): BF110861.D (-1679) (-) m/z 43.10 100.00%
B 57 4
5000
129
_rI_I_I_I—rI_I_I_I—rI_I_I_I—rI_I_I_I—rI_F
LJ” T w5 | 157171185105 213, o 11.60 11.80 12.00 12.20 12.40
S 241 m/z 57.10 82.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 B AR R B
umnmnmnmnm
m/z 73.00 77 .96%
wJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 7B
11/60 11.80 12.00 12.20 12.40
5000 29 m/z 60.00 72.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 A
Abundance #59879: Tetradecane R s L SRR
57 11.60 11.80 12.00 12.20 12.40
43 - m/z 41.10 66.40%
5000 85
29
15 | ‘ L | 9 113127141155169 198
LELILN LB | LELBLLE BB | mme T I T I TT | TTIT [T Trr[rrr I LELBLELEN ILRLE LN BRI B —rv—v—v—v-rv—v—v—v—rv—v—v—v—rv—v—v—v-rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40

8270-BF110818.M Tue Nov 20 15:48:55 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Nonadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.15 24 .30 ng 487798 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 1711 (12.151 min): BF110861.D (-1707) (-) m/z 57.10 100.00%
57
5000 85
4
113 11.80 12.00 12.20 12.40
0....,....',":..| b o L 100 197 225241 282 | nyz  43.10  67.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane
57
5000 4
11.80 12.00 12.20 12.40
m/z 71.10 60.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57
11.80 12.00 12.20 12.40
5000 4 85 m/z 85.10 44 _61%
15 ] | “ Loy MR 14 169 197 225 253268 295
m/z--> 20 40 60 éo 160 150 140 1é0 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propyl- T T T
57 11.80 12.00 12.20 12.40
m/z 41.10 29.18%
85
5000 4
| | jus h 155 182 205 226
m/z--> 20 4b eb éo 160 150 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40

8270-BF110818.M Tue Nov 20 15:48:55 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 14 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.65 180.06 ng 3613960 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
Abundance Scan 1796 (12.651 min): BF110861.D (-1793) (-) m/z 74.00 100.00%
!
5000 43
ﬁ 143 256 HRIRA BRI BRI SO B
199 12.40 12.60 12.80 13.00
298
o...,....,....,..|'..,'.!..',..'..?..'..,|....~ CTESR N AV .2.79,....,.. m/z 87.00 75.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000 LN UL S SULIUSN B
143 - 298 1240 12.60 12,80 13.00
199 m/z 43.10 38.19%
9
0 Y = P L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate
74
" 12.40 12,60 12.80 13.00
5000 m/z 55.10 30.41%
=° 143 199
101
29‘125 a2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methy! ester e T R
74 12.40 12.60 12.80 13.00
m/z 41.10 26 .57%
5000
43
284
|||||2|T|||llll|||||||||9|7|||1|]|-?IILII|II:|L|58III|1|8|5|| I?}?lll??lll2|5|6llll|ll||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF110818.M Tue Nov 20 15:48:56 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 15 9,12-Octadecadienoic acid (... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.88 25.97 ng 738266 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 96
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 95
3 9.15-Octadecadienoic acid. methyv... 294 C19H3402 017309-05-6 94
4 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 94
5 6,9-Octadecadienoic acid, methyl... 294 C19H3402 056599-55-4 91
Abundance Scan 1835 (12.880 min): BF110861.D (-1832) (-) m/z 67.05 100.00%

5000
135150 294 12.60 12.80 13.00 13.20
178 205220 240 263
0 m/z 81.05 69.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
6/7

5000
12.60 12.80 13.00 13.20

m/z 95.10 51.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
6/7

12.60 12.80 13.00 13.20
5000 m/z 55.10 43.70%

0 294
135150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
41 6/7 12 60 12.80 13.00 13.20

m/z 41.10 41_.79%

5000 95
110 294
‘ | ﬁ I 135190 178195 220337 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 60 12.80 13.00 13.20

8270-BF110818.M Tue Nov 20 15:48:56 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 16 Methyl 5,11,14-eicosatrienoate Concentration Rank 18

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

13.20 22.07 ng 627383 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 91

2 Cis-4-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-2 83

3 Bicvyclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 76

4 1.5-Cyclododecadiene. (Z.2)- 164 C12H20 031821-17-7 70

5 4-Tetradecyne 194 C14H26 060212-33-1 70
Abundance Scan 1889 (13.198 min): BF110861.D (-1887) (-) m/z 67.00 100.00%

67

41
5000

:

12.80 13.00 13.20 13.40 13.60
m/z 81.05 71.46%

177 205 232949 271 292

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161551: Methyl 5,11,14-eicosatrienoate

336

:

12.I80 13.IOO 13!20 13.I40 13!60
m/z 79.10 66.41%

5000

235

252271289 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23979: Cis-4-methyl-exo-tricyclo[5.2.1.0(2.6)]decane

:

12.80 13.00 13.20 13.40 13.60
m/z 41.10 63.50%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44125: Bicyclo[10.1.0]tridec-1-ene N e o
12.80 13.00 13.20 13.40 13.60

m/z 55.00 59.98%

5000

I T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40 13.60

8270-BF110818.M Tue Nov 20 15:48:57 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 17 Heptadecanoic acid, methyl ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.36 24.01 ng 682420 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 97
3 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 96
4 Methvl stearate 298 C19H3802 000112-61-8 96
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 96
Abundance Scan 1917 (13.363 min): BF110861.D (-1914) (-) m/z 74.00 100.00%
74
5000 43
13.00 13.20 13.40 13.60
m/z 86.95 77 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester
74
5000
43 13.00 13.20 13.40 13.60
143 m/z 43.10 49.21%
284
...,'T’I.T..-,|...|Ju,.h. s, | aes 1 s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester
74
13.00 13.20 13.40 13.60
5000 m/z 55.10 35.06%
43
143 a1 284
0 O I = Wt~ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methy| 18-methylnonadecanoate R AR EEEEE T
74 13.00 13.20 13.40 13.60
m/z 41.10 29.65%
5000 43
143 , 326
27 s, | an 190 27 g
m/z--> 25 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 1340 13.60

8270-BF110818.M Tue Nov 20 15:48:57 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 18 2-methyltetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .56 30.20 ng 858541 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 68
2 Docosane 310 C22H46 000629-97-0 64
3 Octacosane 394 C28H58 000630-02-4 62
4 Tetratetracontane 619 C44H90 007098-22-8 62
5 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 62
Abundance Scan 2121 (14.562 min): BF110861.D (-2116) (-) m/z 57.10 100.00%
g7
5000
ol 197218 289309 339360 n/z 43.10 72 550,
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57
5000 85 N BRI B UL BRI B
14.20 14.40 14.60 14.80
m/z 71.10 60.51%
29 113
717,141 169 197 225 253 309 337
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 47.44%
113
m/z--> 50 100 150 260 250 300 350
Abundance #209566: Octacosane R AR EEEEE T
57 14.20 14.40 14.60 14.80
m/z 55.10 42 .97%
5000 85
29
] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 1420 14.40 14.60 14.80

8270-BF110818.M Tue Nov 20 15:48:58 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 19 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.01 63.02 ng 793332 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
3 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
4 1-Nonanamine. N.N-dimethvl- 171 C11H25N 017373-27-2 64
5 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 64
Abundance Scan 2197 (15.009 min): BF110861.D (-2193) (-) m/z 58.10 100.00%
58
5000 !
84 157 14.60 14.80 15.00 15.20 15.40
Ol el 112138, 07179109222 246267 307328 304387 | “nsz 72.10  6.50%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #29184: N,N-Dimethyloctylamine
58
5000 AU A BN
14.60 14.80 15.00 15.20 15.40
m/z 55.10 5.78%
29 | 84 114 157
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58
14.60 14.80 15.00 15.20 15.40
5000 m/z 59.05 5.76%
101
“‘”L‘.i‘.‘.luuulﬁfuuuu............|....
m/z--> 100 150 200 250 300 350 400
Abundance #194115: Trifluomeprazine T T AT T
58 14.60 14.80 15.00 15.20 15.40
m/z 41.10 4 _95%
- W
100 248 280 320 366
m/z--> 0 50 100 150 200 250 300 3&'30 400 14.60 14.80 15.00 15.20 15.40

8270-BF110818.M Tue Nov 20 15:48:58 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110861.D

Aca On : 19 Nov 2018 18:53

Operator : JU/SJ

Sample : J5774-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 20 Heptacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.08 20.00 ng 251777 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Pentacosane 352 C25H52 000629-99-2 86
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 2379 (16.080 min): BF110861.D (-2376) (-) m/z 57.10 100.00%
5000 J\\WJ\\NW\‘
15.80 16.00 16.20 16.40
o 141 183 211234256278 307 337 365 398 428 77 7110 56 80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
g7
5000 LI BRI B I UL
85 15.80 16.00 16.20 16.40
m/z 43.10 54_17%
291 | | | ;118 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #185535: Heptadecane, 9-octyl-
g7
15,80 16.00 16,20 16.40
5000 85 m/z 85.10 47 .12%
113
T Ml‘I j' 'l T lJl 'J' I14'.1| fl.lelgl :I'-9|7I T I23'9| 2'6'7'2'94 3'23' '352' T I T I j\\/mj\\w
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane A B
57 15.80 16.00 16.20 16.40
m/z 55.10 20.29%
5000
85
29 113 1m
‘ Wyt 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 ' 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\

Data File : BF110861.D

Acq On - 19 Nov 2018 18:53 Instrument :
Operator : JU/SJ BNA_F

Sample - J5774-01 ClientSampleld :
Misc : SU-04-111618
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
unknown6.71 6.71 74.3 ng 1276050 1 6.94 343475 20.0
Pentadecane 9.89 33.6 ng 688534 3 9.98 409305 20.0
Hexadecane 10.39 35.9 ng 735215 3 9.98 409305 20.0
Heptadecane, 2,6,... 10.61 19.9 ng 408292 3 9.98 409305 20.0
Tetradecane 10.86 51.9 ng 1042570 4 11.48 401424 20.0
Heptadecane, 8-me... 11.32 28.3 ng 568607 4 11.48 401424 20.0
Tridecane, 7-hexyl- 11.74 23.9 ng 479035 4 11.48 401424 20.0
Hexadecanoic acid... 11.86 373.3 ng 7492210 4 11.48 401424 20.0
n-Hexadecanoic acid 12.00 32.5 ng 652692 4 11.48 401424 20.0
Nonadecane 12.15 24_.3 ng 487798 4 11.48 401424 20.0
Methyl stearate 12.65 180.1 ng 3613960 4 11.48 401424 20.0
9,12-Octadecadien... 12.88 26.0 ng 738266 5 14.14 568488 20.0
Methyl 5,11,14-ei... 13.20 22.1 ng 627383 5 14.14 568488 20.0
Heptadecanoic aci... 13.36 24.0 ng 682420 5 14.14 568488 20.0
2-methyltetracosane 14_.56 30.2 ng 858541 5 14.14 568488 20.0
N,N-Dimethyloctyl... 15.01 63.0 ng 793332 6 15.67 251777 20.0

6

Heptacosane 16.08 20.0 ng 251777 15.67 251777 20.0
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