LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070317\

Data File : BF096437.D

Acq On 3 Jul 2017 13:24 Instrument :
Operator : SJ/MA BNA_F _
Sample : 13908-07 5X ClientSampleld :
Misc i G-59-0-1.5

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 4.892 474 477 485 rVB 132315 146157 15.03% 1.454%
2 5.322 547 550 556 rBY 629229 595139 61.20% 5.921%
3 6.351 721 725 732 rVB 844097 684201 70.36% 6.807%
4 6.486 744 748 752 rBV 811839 654835 67.34% 6.515%
5 6.722 784 788 791 rBV 913671 717314 73.76% 7.136%
6 6.875 811 814 818 rVB 525355 466101 47.93% 4.637%
7 7.275 878 882 885 rBY 480758 400276 41.16% 3.982%
8 8.004 1001 1006 1009 rBV 1172347 972489 100.00% 9.675%
9 9.080 1185 1189 1192 rBVY 866807 699850 71.96% 6.962%
10 9.474 1253 1256 1258 rBV 115097 100511 10-34% 1.000%
11 9.616 1275 1280 1283 rBVv4 13604 25462 2.62% 0.253%
12 9.657 1283 1287 1293 rVB3 21019 37686 3.88% 0.375%
13 9.757 1300 1304 1307 rBV 1070408 930759 95.71% 9.260%
14 9.963 1336 1339 1341 rVB2 12185 11519 1.18% 0.115%
15 10.204 1377 1380 1382 rVB 16303 14175 1.46% 0.141%
16 10.533 1433 1436 1440 rBV 165658 147491 15.17% 1.467%
17 10.580 1441 1444 1450 rVB 37957 35179 3.62% 0.350%
18 10.674 1457 1460 1466 rBV 20762 25719 2.64% 0.256%
19 11.121 1531 1536 1539 rBV3 14752 16732 1.72% 0.166%
20 11.233 1551 1555 1558 rBV 886295 753616 77.49% 7.497%
21 11.257 1558 1559 1562 rVB 84264 41927 4_.31% 0.417%
22 11.304 1562 1567 1571 rBV 35922 34090 3.51% 0.339%
23 11.463 1589 1594 1599 rBvV4 14306 21855 2.25% 0.217%
24 11.545 1604 1608 1615 rVB4 9576 16043 1.65% 0.160%
25 11.763 1642 1645 1649 rBV2 21087 24171 2.49% 0.240%
26 11.845 1656 1659 1662 rBV3 18085 20874 2.15% 0.208%
27 12.221 1719 1723 1728 rVB6 9057 14377 1.48% 0.143%
28 12.286 1728 1734 1736 rBV5 15277 20602 2.12% 0.205%
29 12.439 1757 1760 1763 rVB 98651 83469 8.58% 0.830%
30 12.668 1793 1799 1801 rBV 83177 95505 9.82% 0.950%
31 12.715 1804 1807 1814 rVB8 10940 22091 2.27% 0.220%
32 12.815 1821 1824 1830 rVB 504655 422128 43.41%  4.200%
33 12.892 1833 1837 1839 rBV5 8711 12030 1.24% 0.120%
34 13.062 1864 1866 1869 rVB4 15701 15148 1.56% 0.151%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070317\

Data File : BF096437.D

Acq On = 3 Jul 2017 13:24 Instrument :
Operator : SJ/MA BNA_F

Sample 1 13908-07 5X ClientSampleld :
Misc - G-59-0-1.5

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.104 1869 1873 1874 rBV3 14242 16130 1.66% 0.160%
36 13.304 1904 1907 1910 rVB 34652 27195 2.80% 0.271%
37 13.368 1913 1918 1922 rBV7 17377 38516 3.96% 0.383%
38 13.609 1957 1959 1961 rBV3 15632 14024 1.44% 0.140%
39 13.721 1976 1978 1982 rVB4 24529 28379 2.92% 0.282%
40 13.862 1998 2002 2005 rBV 672572 640796 65.89% 6.375%
41 13.886 2005 2006 2009 rVB 45509 31127 3.20% 0.310%
42 14.051 2032 2034 2036 rBV2 14977 14797 1.52% 0.147%
43 14.868 2171 2173 2178 rVB 42326 61588 6.33% 0.613%
44 14.968 2188 2190 2193 rVB2 48451 48572 4._.99% 0.483%
45 15.209 2229 2231 2234 rVB 36292 32323 3.32% 0.322%

46 15.274 2237 2242 2246 rBVY 466366 533659 54.88% 5.309%
47 15.739 2317 2321 2325 rBVY 111531 189992 19.54% 1.890%

48 16.209 2397 2401 2404 rBV4 34901 63213 6.50% 0.629%

49 18.192 2736 2738 2739 rBV 20996 15029 1.55% 0.150%

50 18.921 2860 2862 2863 rBV2 21152 16891 1.74% 0.168%
Sum of corrected areas: 10051752
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096437.D

Acq On : 3 Jul 2017 13:24

Operator : SJ/MA

Sample - 13908-07 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096437.D

1000000

800000

5.32
600000 6.87
7.27

400000

200000 4.89

T e e T L e LA L .

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: BF096437.D
800

1000000
9 i 08 11 . 23

800000
600000 12.82
400000

200000 10.53
9.47 11.26 12.4412 67

j 9%0H  0.96 10.20 Jb@s? 11.1%&1,-\39114%41111684

—
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096437.D

1000000

800000{ 13 g6

15.27
600000

400000
15.74

148797 15.

200000

O T T T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096437.D

Acq On : 3 Jul 2017 13:24

Operator : SJ/MA

Sample - 13908-07 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.89 4.08 ng 146157 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 477 (4.892 min): BF096437.D (-474) (-) m/z 43.00 100.00%
a3
59
5000
5| e 460 480 500 520
T s s = o = SO m/z 59.00 52.83%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS LS I S LA
59 460 480 5.00 5.20
m/z 58.00 13.66%
..,.??‘a‘:ﬁ%...‘,‘....,..a.,....,....,E.;?..,?:?..l,(‘).l...,....,....,....
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
59
460 480 500 520
5000 m/z 101.10 13.36%
41
29 101
53 73 86
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol B L o
59 4.60 4.80 5.00 5.20
m/z 41.05 8.33%
5000 29 41 83
101
‘ ‘ Ul 53 89 77 | o1 | 112 120
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096437.D

Acq On : 3 Jul 2017 13:24

Operator : SJ/MA

Sample - 13908-07 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 2 unknown6.49 Concentration Rank 1

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

6.49 18.26 ng 654835 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF096437.D (-744) (-) m/z 132.00 100.00%
5000
68
96 650 640 6.60 680
40 . 54 75 103 6.20 6.40 6.60 6.80
..,....,....,....I'.'.‘.”.,:...??:I-.'....,..f.‘?,..!.,.-:..,....,....,'...,.. m/z 134.00 33.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R LR
6.20 6.40 6.60 6.80
78 m/z 68.10 33.26%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S RS RAARE AR
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 20.90%
41 97
53 2 117
34 60 89 105 124
mﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14491: 5-Aminoindole s B
132 6.20 6.40 6.60 6.80

m/z 96.10 12.63%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096437.D

Acq On : 3 Jul 2017 13:24

Operator : SJ/MA

Sample - 13908-07 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Benzo[j]fluoranthene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.31 ng 61588 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
3 Benzo[a]pyrene 252 C20H12 000050-32-8 76
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
5 Benzo[e]pyrene 252 C20H12 000192-97-2 76

Abundance Scan 2173 (14.868 min): BF096437.D (-2171) (-) m/z 252.10 100.00%

252

5000

14.60 14.80 15.00 15.20
m/z 253.10 29.92%

224

57 75 100

40 142 170 192 287304 332

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104223: Benzo[j]fluoranthene
2

5000
14.60 14.80 15.00 15.20

m/z 250.05 27 .22%

63 84100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
252
14.60 14.80 15.00 15.20
5000 m/z 126.15 20.28%
126
63 83 100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104222: Benzo[a]pyrene R B B
252 14.60 14.80 15.00 15.20
m/z 125.00 16.45%
5000
126 298
41 57 8? 101 | ” 1‘}9 200 il
N ad B el RARAR IR L e B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096437.D

Acq On : 3 Jul 2017 13:24

Operator : SJ/MA

Sample - 13908-07 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.74 7.12 ng 189992 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 2321 (15.739 min): BF096437.D (-2317) (-) m/z 57.00 100.00%
57
5000 85 ML\
LA U SR SRR
113 15.40 15.60 15.80 16.00
155 176 197
o LL T a1s070197 a7 263 205 s e 6 oy
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 LA U SN SRR
15.40 15.60 15.80 16.00
29 m/z 71.10 49 .32%
\‘ ; ‘\ “\ 1l d‘ 1%‘\-3 \14\.1 ; 169 197 226
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 40.72%
28
113 155 183 310
m/z--> o '55' ' "160" "150" ' 560" "250" "360" ' ééo"
Abundance #175559: Tetracosane R e EEAER R
57 15.40 15.60 15.80 16.00
m/z 55.00 24 .90%
85
5000
29
L, ‘ |4 (3,141 169 197 205 253 338
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3%0 15.'40 15.|60 15.I8O 16.|00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096437.D

Acq On : 3 Jul 2017 13:24

Operator : SJ/MA

Sample - 13908-07 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknownl6.21 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.37 ng 63213 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperazine, 1l,4-diisobutyryl- 226 C12H22N202 018940-58-4 35
2 Monalide 239 C13H18CINO 007287-36-7 18
3 2-Hexene, 2-methoxy- 114 C7H140 061142-45-8 14
4 Butanoic acid, 3-methyl-, 3-phen... 218 C14H1802 000140-27-2 14
5 Hexadecane 226 Cl16H34 000544-76-3 14
Abundance Scan 2401 (16.209 min): BF096437.D (-2397) (-) m/z 57.10 100.00%
85
5000
1 LRI AU SN B
3 148 170 197 222 247 275 325 3% 15.80 16.00 16.20 16.40 16.60
m/z 43.05 81.61%
m/z--> 50 100 150 200 250 300 350
Abundance #82499: Piperazine, 1,4-diisobutyryl-
43 85
5000 AL IR SR B B
15,80 16.00 16.20 16.40 16.60
113 996 m/z 85.10 71.34%
25 | As L 137\ \ o4 |
m/z--> 50 100 150 200 250 300 350
Abundance
43 8
15.80 16.00 16.20 16.40 16.60
5000 m/z 71.00 55.51%
127
18 197
& 17 g ~ A/\Mﬁb/\“w
m/z--> 50 100 150 200 250 300 350
Abundance #7492: 2-Hexene, 2-methoxy- A B o
55 85 15.80 16.00 16.20 16.40 16.60
m/z 55.00 54 _.23%
5000 MNV\N\/\/\AW
114
.Hlln.‘.‘.‘.l.‘...l.... ——— ——— ——— S
m/z--> 50 100 150 200 250 300 350 15,80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096437.D

Acq On : 3 Jul 2017 13:24

Operator : SJ/MA

Sample : 13908-07 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.89 4.1 ng 146157 1 6.72 717314 20.0
unknown6 .49 6.49 18.3 ng 654835 1 6.72 717314 20.0
Benzo[j]fluoranthene 14.87 2.3 ng 61588 6 15.27 533659 20.0
Hexadecane 15.74 7.1 ng 189992 6 15.27 533659 20.0
unknownl16.21 16.21 2.4 ng 63213 6 15.27 533659 20.0
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