LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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 5.098 509 512 525 rBV 37074 80808 2.70% 0.311%
2 5.487 575 578 609 rBY 1138575 2690199 89.97% 10.363%
3 6.498 747 750 769 rBVY 1205751 2653135 88.73% 10.220%
4 6.628 769 772 799 rVB 2042966 2990036 100.00% 11.518%
5 6.857 808 811 833 rVB 456148 788871 26.38% 3.039%
6 7.010 833 837 863 rVB 1721805 2137971 71.50% 8.236%
7 7.428 905 908 940 rBV 879591 1893253 63.32% 7.293%
8 8.139 1026 1029 1052 rBV 572746 990528 33.13% 3.816%
9 9.075 1185 1188 1195 rVB 55296 56361 1.88% 0.217%
10 9.210 1203 1211 1226 rBVY 2250054 2644522 88.44% 10.187%
11 9.316 1226 1229 1238 rVVv3 51083 82291 2.75% 0.317%
12 9.416 1241 1246 1255 rBV6 25925 74782 2.50% 0.288%
13 9.628 1279 1282 1289 rBv4 35313 36656 1.23% 0.141%

14 9.898 1324 1328 1343 rVB 758564 909896 30.43% 3.505%
15 10.510 1429 1432 1439 rBV 273018 223026 7.46% 0.859%

16 10.698 1460 1464 1476 rBV 760591 1232123 41.21% 4.746%
17 10.780 1476 1478 1490 rVB5 33046 64473 2.16% 0.248%
18 10.957 1505 1508 1517 rBV 144702 207437 6.94% 0.799%
19 11.022 1517 1519 1535 rVB2 48749 121684 4_.07% 0.469%
20 11.398 1579 1583 1595 rBV 503911 792723 26.51% 3.054%

21 11.480 1595 1597 1603 rVV6 18104 36971 1.24% 0.142%
22 11.539 1603 1607 1613 rVV 111458 109861 3.67% 0.423%
23 11.904 1666 1669 1672 rBV 167232 181900 6.08% 0.701%
24 11.933 1672 1674 1680 rVB 490146 459175 15.36% 1.769%

25 12.451 1760 1762 1765 rVB 42471 33984 1.14% 0.131%
26 12.622 1788 1791 1797 rBV 90591 115571 3.87% 0.445%
27 12.780 1814 1818 1823 rBV 38699 46417 1.55% 0.179%
28 12.827 1823 1826 1828 rBV 82144 79931 2.67% 0.308%

29 12.851 1828 1830 1836 rVB 103519 108882 3.64% 0.419%
30 12.974 1847 1851 1863 rBV 1454207 1559535 52.16% 6.008%

31 13.069 1865 1867 1873 rVB3 28865 41471 1.39% 0.160%
32 13.180 1881 1886 1890 rVB 107896 120481 4._.03% 0.464%
33 13.527 1941 1945 1948 rBV 86741 84766 2.83% 0.327%

34 13.821 1991 1995 1998 rBV2 66502 101976 3.41% 0.393%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.857 1998 2001 2007 rVVv2 221419 280146 9.37% 1.079%

36 13.992 2021 2024 2029 rVB 126884 112808 3.77% 0.435%
37 14.057 2030 2035 2044 rBV 553673 822645 27.51% 3.169%

38 14.174 2052 2055 2057 rVB2 34938 33913 1.13% 0.131%
39 15.127 2214 2217 2221 rBV 105068 146658 4_.90% 0.565%
40 15.510 2279 2282 2287 rVB 68415 96994 3.24% 0.374%

41 15.568 2287 2292 2304 rBVY 330993 596945 19.96% 2.300%
42 15.951 2353 2357 2362 rVB2 79646 117684 3.94% 0.453%

Sum of corrected areas: 25959489
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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:\HPCHEMI\BNA F\DATA\BF031418\

BF103652.D

14 Mar 2018 20:26

SJ/JuU

J1909-01

17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.10 2.05 ng 80808 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 1.2-Butanediol 90 C4H1002 000584-03-2 37
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 3-Hexanol 102 C6H140 000623-37-0 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 512 (5.098 min): BF103652.D (-509) (-) m/z 42.95 100.00%
43
59
5000
101 U R L I
sy 83 | 480 5.00 5.20 5.40
-1ttt e m/z 59.00 60.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 480 5.00 520 5.40
m/z 101.00 17.57%
15 31 101
0 25\\‘\ 37\\\ 53\‘ 83 .
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
480 500 520 540
5000 m/z 57.95 13.27%
31
41
0 "'I""I""I""I""I§?"I""T%"'I"'g?""I""I'}}7I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8344: 3-Hexanol, 4-methyl- R B B e
59 480 5.00 5.20 5.40
m/z 41.00 9.45%
5000 41
31
H [
0"'I'%?'I"Jll"”“lh"I§?M'i'"JW"'I""I"?ﬁ""I""I"' U L I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 1

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

6.63 75.81 ng 2990040 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF103652.D (-769) (-) m/z 132.00 100.00%
5000 68 &\_
9 st 9|6 5 115 J 620 640 6.60 6.80 7.00
o gL e | weus | m/z 67.95 43.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
104
5000 AR I LS IR
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.37%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 29.62%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 16.46%
5000 og M°
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 8 S AN AN
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00

8270-BF022218_.M Thu Mar

15 12:55:24 2018

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tributyl phosphate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.51  4.90ng 223026  Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Tributvl phosphate 266 C12H2704P 000126-73-8 86

2 Phosphoric acid. dibutvl 1.1-dim... 352 C13H25F404P 1000298-93-9 72
3 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 36
4 2H-Pvran-2-one. 6-hexvltetrahvdro- 184 C11H2002 000710-04-3 10
5 1,3,2-Dioxaborolane, 4,4"-(1,4-b... 254 C12H24B204 074793-62-7 9
Abundance Scan 1432 (10.510 min): BF103652.D (-1429) (-) m/z 98.90 100.00%
99
5000
41 155 PN UL BN SN
125 211 10.20 10.40 10.60 10.80
o Lge e | A0 | e Z | w/z 40.95 15.06%
m/z--> 50 100 150 200 250 300 350
Abundance #115149: Tributyl phosphate
99
5000{ o9 RN R
10.20 10.40 10.60 10.80
57 1 m/z 155.00 14 .90%
‘ ‘ 125 211
0.“.‘.‘“‘..8.2. .‘.‘.‘.lu‘.1.83. .‘... —
m/z--> 50 100 150 200 250 300 350
Abundance
99
10.20 10.40 10.60 10.80
5000 m/z 57.00 14.78%
41 155
o 65 g2 125 225 251 297 337
m/z--> 50 100 150 200 250 300 350
Abundance #72247: (.+/-.)-Dethiobiotin TR T
99 10.20 10.40 10.60 10.80
m/z 124.90 8.12%
5000
44
ol27 | 16582 | 126 1?5 180197214 ,
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownl10.96 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.96 5.23 ng 207437 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. l-methvlpropvl ester 178 C11H1402 003306-36-3 47
2 Benzoic acid. 2-methvlpropvl ester 178 C11H1402 000120-50-3 47
3 Butanedioic acid. 2.3-bis(benzov... 358 C18H1408 017026-42-5 43
4 Benzoic acid. (3-isopropvl-6-met... 283 C17H17NO3 039870-46-7 43
5 Pentanal, 5-(benzoyloxy)- 206 C12H1403 055162-83-9 43
Abundance Scan 1509 (10.963 min): BF103652.D (-1505) (-) m/z 105.00 100.00%
105
5000
77
59 s 10.60 10.80 11.00 11.20
ol Sl A e 1 | W/Z 77.00 32.41%
m/z--> 50 100 150 200 250 300
Abundance #438%9: Benzoic acid, 1-methylpropyl ester
105
5000 123
77 10.60 10.80 11.00 11.20
56 m/z 123.00 18.97%
2? L \‘ | 149 178
O T T o T
m/z--> 50 100 150 200 250 300
Abundance
105
123 10.60 10.80 11.00 11.20
5000 m/z 58.95 10.85%
56 77
29
140
N L L B L LI B
m/z--> 50 100 150 200 250 300
Abundance #189114: Butanedioic acid, 2,3-bis(benzoyloxy)-, [S-(R*,R¥)]-
105 10.60 10.80 11.00 11.20
m/z 72.00 10.31%
5000
77
o 5t ‘ 122139 162 192200227 248 268 340
m/z--> 5'0 1(')0 150 200 25'30 3(')0 ' 10.|60 10.|80 11.'00 11.'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownl11.02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.02 3.07 ng 121684 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. l-methvlethvl ester 164 C10H1202 000939-48-0 38
2 Methane. diethoxy- 104 C5H1202 000462-95-3 38
3 1.5-Pentanediol. monobenzoate 208 C12H1603 055162-82-8 27
4 n-Propvl benzoate 164 C10H1202 002315-68-6 27
5 Pentanal, 5-(benzoyloxy)- 206 C12H1403 055162-83-9 27

Abundance Scan 1519 (11.022 min): BFlOid%)652.D (-1517) (-) m/z 105.00 100.00%
5 105
5000 77
45 123 Y Ei SN
36 | | o1 | 164 10.80 11.00 11.20 11.40
o} S Y | R R SN N e i m/z 58.95 91.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33388: Benzoic acid, 1-methylethyl ester
105
5000
77 123 10.80 11.00 11.20 11.40
43 59 164 m/z 77.00 38.32%
ol 15 27 | | | e ] 149
miz--> 20 40 60 80 100 120 140 160
Abundance
31 59
10.80 11.00 11.20 11.40
5000 m/z 102.95 37.22%
103
15 45
75 89
G L L B L L WL B S S
m/z--> 20 40 60 80 100 120 140 160
Abundance #67481: 1,5-Pentanediol, monobenzoate

105 10.80 11.00 11.20 11.40
m/z 122.90  24.60%

7
5000
68 123
41 o1 86
ok el g

\ \‘\ \‘ U
e
m/z--> 20 40 60 80 100 120 140 160 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1,2-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.77 ng 109861 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 83
2 Phthalic acid. cvclohexvl isohex... 304 C18H2404 1000315-34-0 83
3 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 83
4 Phthalic acid. hex-2-vn-4-vl iso... 302 C18H2204 1000315-19-9 78
5 Phthalic acid, hept-3-yl isobuty... 320 C19H2804 1000356-98-6 78
Abundance Scan 1607 (11.539 min): BF103652.D (-1603) (-) m/z 149.00 100.00%
149
5000
57 SN | G I
41
76 o, 104 167 293 11.20 11.40 11.60 11.80
0 ....,'-...!,...!,..9.1.,....,2.1...,. e e M/Z 57.00  25.67%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #172619: 1,2-Benzenedicarboxylic acid, butyl octyl ester
149
5000 LA BN LR IR
11.20 11.40 11.60 11.80
41 m/z 41.00 12.02%
ol M 57 76 gg 104 121935 | 167 185 205 223 261 279
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
11.20 11,40 11.60 11.80
5000 m/z 150.00 10.18%
L2741 57 76 104 121135 167 206 222 a9
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125898: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)... R REARE o AR
149 11.20 11.40 11.60 11.80
m/z 103.90 7.31%
5000
a1 57 223
o | 76 104 132 | 167 185 205 | 3g 260 279 R
mz-> 20 4'0 60 8|O 100 120 140 160 180 200 220 240 260 280 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.18 2.93 ng 120481 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Octacosane 394 C28H58 000630-02-4 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 1886 (13.180 min): BF103652.D (-1881) (-) m/z 57.00 100.00%
g7
5000 85
L] 113 11465 17 29 1280 15100 1320 1340
ol e e o+ m/z 71.00 61.96%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AL SRR UL SO R
85 12:80 13.00 13.20 13.40
m/z 43.00 60.50%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
12:80 13.00 13.20 13.40
5000 85 m/z 85.00 41 .28%
0 13 141 13 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane AR R e e
57 12.80 13.00 13.20 13.40
m/z 41.00 27.48%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1% 200 250 300 350 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Morpholine, 4-phenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.82 2.48 ng 101976 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 2-Benzovl-3-oxo-butvric acid. et... 234 C13H1404 1000317-59-7 49
3 2-Methoxvphenvl benzoate 228 C14H1203 000531-37-3 47
4 Propan-1-one. 3-(5-methvl-3-isox... 230 C13H14N202 186956-50-3 46
5 Azetidine, 1l-benzoyl-3-ethenyl- 187 C12H13NO 118973-03-8 46
Abundance Scan 1995 (13.821 min): BF103652.D (-1991) (-) m/z 104.95 100.00%
105
5000 163
77
51 ‘ 91 202 234 13.60 13.80 14.00 14.20
Ol e et S bl 330 L | 175187 20 2240 | Tm/z 163.00  35.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32816: Morpholine, 4-phenyl-
105
5000 RN AN BRI UL I
77 163 anmmmmm
51 m/z 77.00 28.02%
oL 15 29 | 65 | 9} | 117 132 148
m/z--> 20 Jo eb ab 100 120 140 160 180 200 220
Abundance
105
" 13.60 13.80 14.00 14.20
5000 m/z 106.00 10.20%
43 77
. 122 147160 187 21923
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84321: 2-Methoxypheny! benzoate e AR ,/\./¥“. B ma e
105 13.60 13.80 14.00 14.20
m/z 90.90 8.60%
5000 77
51 228
0 2739, 65 | 92 | 128 184 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20

8270-BF022218_.M Thu Mar 15 12:55:33 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.81 ng 280146 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 90
4 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 90
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 90
Abundance Scan 2002 (13.863 min): BF103652.D (-1998) (-) m/z 104.95 100.00%

5000

13.60 13.80 14.00 14.20

0 m/z 57.00 81.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane
55
5000 LIS L L L LB L B
111 13.60 13.80 14.00 14.20
2% H‘ ‘ m/z 55.00 74.68%
39 224
ol “‘ I L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
I ARREEEEEE e
83 13.60 13.80 14.00 14.20
5000 m/z 163.00 69.89%
29 111
196
. 139168196 227 o
T T T T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate T T
57 13.60 13.80 14.00 14.20
m/z 43.00 65.25%
97
5000
125
29
0 ‘ lx 169195222250278 308336 381 532
L e R o S B A B e o o o e I AREEEEm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103652.D

Aca On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample : J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.95 3.94 ng 117684 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2357 (15.951 min): BF103652.D (-2353) (-) m/z 57.00 100.00%
57
5000 85 \/WJ\(“N
155 183 15.60 15.80 16.00 16.20
- .|,‘ " l b il B A 2 m/z 71.00 68.60%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 L DA SURBL UL UL B
g5 15 60 15. 80 16. 00 16.20
29 m/z 43.00 57 .49%
ol 1| J 113 141 169 197 226
L L T L L L I L L
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.00 44 .64%
29
) 113 14q 169 197 225 253 296 df\waNwVthMj\VWwMMMJWmﬁKFJ
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L LA LB L N LB N B
57 15.60 15.80 16.00 16.20
m/z 55.00 23.85%
5000 85
. i j | i J11}3J 141160 197 225 253 205 323 367
m/z--> % @ m ﬁ 250 ﬁ m 1%mmmmmwo'
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031418\
Data File : BF103652.D

Acq On : 14 Mar 2018 20:26

Operator : SJ/JU

Sample - J1909-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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-Pentanone, 4-hy... 5.10 2.0 ng 80808 1 6.86 788871 20.0
unknown6.63 6.63 75.8 ng 2990040 1 6.86 788871 20.0
Tributyl phosphate 10.51 4.9 ng 223026 3 9.90 909896 20.0
unknown10.96 10.96 5.2 ng 207437 4 11.40 792723 20.0
unknown1l1.02 11.02 3.1 ng 121684 4 11.40 792723 20.0
1,2-Benzenedicarb... 11.54 2.8 ng 109861 4 11.40 792723 20.0
Heptacosane 13.18 2.9 ng 120481 5 14.06 822645 20.0
Morpholine, 4-phe... 13.82 2.5 ng 101976 5 14.06 822645 20.0
Cyclohexadecane 13.86 6.8 ng 280146 5 14.06 822645 20.0
Hexadecane 15.95 3.9 ng 117684 6 15.57 596945 20.0
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