LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample : 13930-04

Misc :

ALS Vial : 34 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-BF062717 .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 4.963 484 489 499 rVB 469384 650837 16.73% 1.762%
2 5.381 554 560 563 rVB 3732282 3888977 99.98% 10.529%
3 5.704 612 615 621 rVB 43663 39290 1.01% 0.106%
4 6.392 727 732 735 rBVY 3468172 3889803 100.00% 10.531%
5 6.528 750 755 759 rBY 3584444 3667860 94.29% 9.930%
6 6.757 790 794 798 rBVY 1134836 947689 24.36% 2.566%
7 6.916 817 821 824 rBVY 2965479 2695794 69.30% 7.299%
8 7.316 884 889 892 rBVY 2324895 2338520 60.12% 6.331%
9 7.404 901 904 909 rVB2 48914 49990 1.29% 0.135%
10 8.039 1007 1012 1015 rBV 1435075 1258436 32.35% 3.407%
11 8.751 1128 1133 1136 rVB 64549 55340 1.42% 0.150%
12 8.851 1147 1150 1153 rBV 50894 40538 1.04% 0.110%
13 9.116 1190 1195 1198 rBV 3144623 2937010 75.51% 7.952%
14 9.210 1208 1211 1215 rVB2 55452 53120 1.37% 0.144%
15 9.451 1245 1252 1255 rBVY 50063 60518 1.56% 0.164%
16 9.510 1258 1262 1264 rVV 487925 424060 10.90% 1.148%
17 9.651 1282 1286 1289 rBV 53706 39501 1.02% 0.107%
18 9.739 1298 1301 1305 rVB 91031 72838 1.87% 0.197%
19 9.792 1305 1310 1313 rBvV 1203462 1026954 26.40% 2.780%
20 9.822 1313 1315 1318 rVB 78803 64740 1.66% 0.175%
21 9.998 1342 1345 1348 rVB 85597 73664 1.89% 0.199%
22 10.233 1383 1385 1389 rVB 104513 87617 2.25% 0.237%
23 10.339 1400 1403 1406 rBV 70355 66006 1.70% 0.179%
24 10.457 1419 1423 1427 rBV 32177 42961 1.10% 0.116%

25 10.575 1439 1443 1447 rBV 1729958 1615140 41.52% 4_.373%

26 10.710 1462 1466 1473 rVB 113155 141169 3.63% 0.382%
27 11.075 1525 1528 1533 rVB 39199 44027 1.13% 0.119%
28 11.157 1539 1542 1546 rBV2 52973 58815 1.51% 0.159%
29 11.269 1558 1561 1564 rBV 861575 876307 22.53% 2.373%
30 11.292 1564 1565 1569 rVvVv 574536 449882 11.57% 1.218%

31 11.345 1569 1574 1577 rVB 174147 151741 3.90% 0.411%
32 11.498 1595 1600 1604 rBV2 61668 73467 1.89% 0.199%
33 11.774 1644 1647 1649 rBV2 81707 66386 1.71% 0.180%
34 11.810 1649 1653 1655 rvv2 315818 339900 8.74% 0.920%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample : 13930-04

Misc :

ALS Vial : 34 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-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.839 1655 1658 1662 rVV2 102570 133327 3.43% 0.361%

36 11.880 1662 1665 1668 rVV 118863 143492 3.69% 0.388%

37 11.904 1668 1669 1674 rVB 58240 42518 1.09% 0.115%
38 12.069 1694 1697 1698 rBV2 68984 59404 1.53% 0.161%
39 12.321 1736 1740 1743 rBV2 65255 72707 1.87% 0.197%
40 12.404 1751 1754 1760 rVB3 43303 60693 1.56% 0.164%

41 12.480 1763 1767 1770 rBVY 764940 628126 16.15% 1.701%
42 12.592 1781 1786 1790 rBV3 67733 92354 2.37% 0.250%
43 12.710 1798 1806 1809 rBV2 571029 709952 18.25% 1.922%
44 12.857 1827 1831 1834 rVV 2335282 2132145 54.81% 5.773%

45 12.886 1834 1836 1839 rVB 54049 40694 1.05% 0.110%
46 12.927 1839 1843 1846 rBV2 51002 67666 1.74% 0.183%
47 13.033 1859 1861 1864 rVB 89865 92373 2.37% 0.250%
48 13.104 1870 1873 1875 rVB 74385 71373 1.83% 0.193%
49 13.139 1875 1879 1882 rBV2 92636 101379 2.61% 0.274%
50 13.263 1897 1900 1904 rBV2 48417 45357 1.17% 0.123%

51 13.339 1908 1913 1921 rVB 788797 736660 18.94% 1.994%
52 13.404 1921 1924 1928 rBV2 128914 143210 3.68% 0.388%

53 13.539 1944 1947 1949 rBV 52368 46474 1.19% 0.126%
54 13.651 1962 1966 1969 rBV2 70211 105171 2.70% 0.285%
55 13.704 1973 1975 1979 rVVv2 51934 66180 1.70% 0.179%

56 13.757 1979 1984 1989 rVV3 247572 295209 7.59% 0.799%
57 13.904 2004 2009 2011 rBV2 980795 1194726 30.71% 3.235%
58 13.927 2011 2013 2016 rVB 294398 217837 5.60% 0.590%
59 14.010 2024 2027 2033 rBv4 37821 66846 1.72% 0.181%
60 14.086 2038 2040 2043 rVB 49990 44288 1.14% 0.120%

61 14.915 2177 2181 2190 rBV 218694 393031 10.10% 1.064%
62 15.204 2227 2230 2235 rVB 136222 159258 4_.09% 0.431%

63 15.257 2236 2239 2243 rVB 147120 172683 4._.44% 0.468%
64 15.321 2246 2250 2253 rBV 464003 511728 13.16% 1.385%

Sum of corrected areas: 36935758
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096357.D
3500000 538 6.36/53

3000000 6.92

2500000 732
2000000

1500000
6.76
1000000

500000 4.96

) o I

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: BF096357.D

3500000

9.12
3000000

2500000 12.86

2000000
10.57

1500000 8.04
9.79

1000000 11.27

11.29
500000 9:51

9.65%820.00 104884 4 EOAH 11167

AN

8/.\1585 J9.21 9.

T
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: BF096357.D

3500000

3000000

2500000

2000000

1500000

13.90

1000000

50000043.

O

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\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 13.74 ng 650837 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 488 (4.957 min): BF096357.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
| mo T8 4B st 55
ot e e m/z 59.00 52.30%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ik b sho sk
0
150 a0 1010 m/z 101.10 14 .35%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.00 14.11%
41.0
29.0 101.0
0 50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.43%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.53 Concentration Rank 1

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

6.53 77.41 ng 3667360 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 755 (6.528 min): BF096357.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
S SSERUSERE SR SRR
401 40 | 9.0 6.20 6.40 6.60 6.80
0 ..,....,....,...:,"!..:,!!..,::.-.|,..'..,f.‘?;?,..!.,.-:..,1.1.“?-.1,...., I m/z 68.10 41.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 S SSEUSESE SR SRR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.90%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 27.21%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L I N LR |
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.69%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tridecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.71  3.22ng 141169  Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tridecane 184 C13H28 000629-50-5 93

2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptacosane 380 C27H56 000593-49-7 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 1466 (10.710 min): BF096357.D (-1462) (-) m/z 57.00 100.00%
57.0
5000
127.0 LAV BN B
97,0 184.1 10.40 10.60 10.80 11.00
0! m/z 43.05 66.99%
m/z--> 50 100 150 200 250 300 350
Abundance #48834: Tridecane
57.0
5000 LR BRI BULRLILN B B
mmmmmmnm
9.0 m/z 71.05 57 .32%
ol .‘. "‘|‘“' \l‘ .“‘ H .”.“].-4.1|0. |18|4|O T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.40 10.60 10.80 11.00 '
5000 m/z 85.10 37 .59%
99.0
0 27.0 141.0 182.0211.0240.0
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #202662: Heptacosane LN B e Lt
57.0 10.40 10.60 10 80 11. oo
m/z 40.95 36.23%
5000
27,0 990 1410
ol 2oL L | Ty, 1410 1830 2250 2670 3230 3800 T
m/z--> 50 100 150 200 250 300 350 10 40 10. 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 7.76 ng 339900 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 1653 (11.810 min): BF096357.D (-1649) (-) m/z 43.00 100.00%
43.0 | 73.0 AMNAWNMWNﬂVyJLAMWWM
5000
129.1
97.0 192.1 T T T T T T T T T T
157.1 2132 .|| 11.40 11.60 11.80 12.00 12.20
Ob il m/z 60.00 95.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0
5000 129.0 A B B R B
nmnmnmnmnm
m/z 73.00 87.59Y%
0l15.0 |
.”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11,40 11.60 11.80 12.00 12,20
5000 m/z 57.00 77 .25%
129.0
256.0
970 157.0 1850 2130
O o e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo t“K“JLMNWwWWJK
Abundance #84453: Tetradecanoic acid R B R e
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 55.00 66.40%
5000 129.0
185.0 228.0
W N NS
AR \\ 0T YT T P AU N i re) Mt
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzoic acid, 3-amino-2,5-d... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.84 3.04 ng 133327 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-amino-2.5-dichloro- 205 C7H5CI2NO2 000133-90-4 64
2 2.4.6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 52
3 Pvridine. 3.5-dichloro-4-methoxv... 205 C8H9CI2NO 051050-42-1 50
4 Benzenamine. 4-bromo-2-chloro- 205 C6H5BrCIN 038762-41-3 50
5 2-Bromo-4-chloroaniline 205 C6H5BrCIN 000873-38-1 50

Abundance Scan 1658 (11.839 min): BF096357.D (-1655) ( ) m/z 204.95 100.00%

5000

11.60 11.80 12.00 12.20

0 m/z 207.00 94 _.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65365: Benzoic acid, 3-amino-2,5-dichloro-
205.0
5000
11.60 11.80 12.00 12.20
63.0 1240  160.0 m/z 192.10  39.37%
45.0 90.0 '
0 r . Iui\ ‘u\ ‘HH g u \HH‘ \H - I .H‘ .‘:!.-4;2. ‘.). : M. .%??.0.“. 'I .H‘. e mama R
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
205.0
11.60 11.80 12.00 12.20
5000 m/z 42.00 31.70%

134.0 170.0
310 50.0 750 99.0

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

Abundance #65428: Pyridine, 3,5-dichloro-4-methoxy-2,6-dimethyl-

205.0 11.60 11.80 12.00 12.20
m/z 190.00 21.41%
5000
162.0
42.0
|, 6§0 8§0 121.0140.0 I
LR N M T G | NI || SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20

8270-BF062717.M Tue Jul 11 15:09:19 2017

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Anthracene, 1l-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.88 3.27 ng 143492 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 80
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
3 Naphtholl.2-blnorbornadiene 192 C15H12 1000210-14-8 50
4 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 47
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 46
Abundance Scan 1665 (11.880 min): BF096357.D (-1662) (-) m/z 192.10 100.00%
192.1
5000
1150 139.0 11.60 11.80 12.00 12.20
o} - m/z 190.10 98.14%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #54739: Anthracene, 1-methyl-
192.0
5000
11.60 11.80 12.00 12.20
165.0 m/z 189.10 96.43%
440 630 g1 %0 1150 139.0 J Al
iz e B 1 15 e 1o 1o Be 2o
Abundance
190.0
11.60 11.80 12.00 12.20
5000 m/z 191.10 65.52%
95.0
0l 40.0 630 111.0 137.0 1630
m/z--> 40 60 8 100 120 140 160 180 200 220
Abundance #54755: Naphtho[1,2-b]norbornadiene
192.0 11.60 11.80 12.00 12.20
m/z 94.70 41.83%
5000 165.0
39.0 630 7g9 950 1150 1330 | Hh |
s a8 100 130 1% 10 1% 6 5% 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.34 12.33 ng 736660 Chrysene-d12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 94
2 Pentanamide 101 C5H11NO 000626-97-1 59
3 Decanamide- 171 C10H21NO 002319-29-1 56
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 2-Pentanol, 3-chloro-2-methyl- 136 C6H13CIO 074685-49-7 47

Abundance Scan 1913 (13.339 min): BF096357.D (-1908) (-) m/z 59.00 100.00%

5d.0
5000

13.00 13.20 13.40 13.60

98.0 126.1 1541 1891 2181  264.2

o m/z 72.00 53.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LI LI L L L L L LB
13. 00 13. 20 13 40 13. 60
m/z 55.00 35.52%
29.0 860  126.0
o ’ "~ 154.0 184.0210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
R N REE RS R Ras
13.00 13.20 13.40 13.60
5000 m/z 41.00 29.57%
29.0
o 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #38977: Decanamide- L B
59.0 13.00 13.20 13.40 13.60
m/z 43.10 22 .93%
5000
29.0 8§0 1280 171.0
o — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Hexanedioic acid, bis(2-eth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.40 ng 143210 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 68
2 Adipic acid. isohexvl octvl ester 342 C20H3804 1000324-47-0 53
3 Cvclohexanecarboxvlic acid. hexv... 212 C13H2402 027948-10-3 52
4 Adipic acid. cvcloheptvl isohexyv... 326 C19H3404 1000324-71-8 50
5 Adipic acid, 3-heptyl octyl ester 356 C21H4004 1000353-65-3 50
Abundance Scan 1923 (13.398 min): BF096357.D (-1921) (-) m/z 129.05 100.00%
129.1
57.0
5000
83.0
l | | 56.1183.12090 2461 3021 13.00 13.20 13.40 13.60 13.80
obr—— I|I. I.' IIll.llllllllil.I ".“l'll'u'ulIli""lu"u"u II|I ——— II' e m/z 57_00 69_13%
m/z--> 50 100 150 200 250 300
Abundance #196972: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 U SRR B BN
57.0 1300 13.20 13.40 13.60 13.80
290 83.0 m/z 43.00 48.82%
o H ‘ ‘ Ly ‘ | 1600 21202410 2750 31303410
m/z--> 100 150 200 250 300 '
Abundance
129.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 55.00 45_.82%
430 840 241.0
. 157.0184.02130 1 569
m/z--> 50 100 150 200 250 300
Abundance #71107: Cyclohexanecarboxylic acid, hexyl ester AR B A
g30 1290 13.00 13.20 13.40 13.60 13.80
550 | m/z 71.10 41.64%
5000
29.0 ‘ l
o Loy 3870 2120
m/z--> 50 100 150 200 250 300 ' 1300 13.20 13.40 13.60 13.80

8270-BF062717 .M Tue Jul 11 15:09:21 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1-Nonadecene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.76  4.94ng 205209  Chrysene-di2 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Nonadecere 266 Cl1oH38 018435-45-5 94

959010-23-2 93
007365-36-8 93

2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702
4 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI1303

5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

1000314-56-2 91

Abundance Scan 1985 (13.763 min): BF096357.D (-1979) (-) m/z 57.05 100.00%
57.0
97.1
5000
13.40 13.60 13.80 14.00
39.0171.0 219.2 2571 3021 : : : :
Oyl m/z 55.00 87.76%
m/z--> 50 100 150 200 250 300 350
Abundance #115904: 1-Nonadecene
57.0 [97.0
5000 LA L L L L L B
13.40 13.60 13.80 14.00
9.0 266.0 m/z 43.05 81.34%
27.0
O s a0
0 . N A
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 R R RaEEE L
13.40 13.60 13.80 14.00
5000 m/z 97.10 75.61%
o 27.0 1260 18200150 2550 3060 ’JL/MMwﬂhﬂwwAdewwjvumwww
T L I T 11T I 1 T 7T I LI I LI I T T 1T I L I T T I
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester R AR EEEEE T
57.0 13.40 13.60 13.80 14.00
97.0 m/z 83.10 75.58%
169.0
2
oL 2100 1| ‘ ! fl P | 190 2010 392.0
= , i R e e R AR EEEEE T
m/z--> 50 200 250 300 350 13. 40 13. 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096357.D

Aca On 1 Jul 2017 1:00

Operator : SJ/MA

Sample = 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.20 6.22 ng 159258 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 95
5 Perylene 252 C20H12 000198-55-0 95
Abundance Scan 2229 (15.198 min): BF096357.D (-2227) (-) m/z 252.10 100.00%
259.1
5000
125.1
43.0 365.3 14.80 15.00 15.20 15.40 15.60
e W ) A59.0 1931 2251 5J 30123302 305 | /7 250.10  31.64%
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene
252.0
5000
14.80 15.00 15.20 15.40 15.60
126.0 m/z 125.10 27 .44%
oL,_410 680 99.0) ‘H‘ 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 253.10 22 .19%
126.0
o 63.0 99.0 174.0 2240
L S WL UL L UL WL SR
m/z--> 50 100 150 200 250 300 350
Abundance #104228: Benz[e]acephenanthrylene B I e e e i
252.0 14.80 15.00 15.20 15.40 15.60
m/z 126.00 18.76%
5000
126.0
0l26.0 630 99.0, }‘ 1740 2240
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
Data File : BF096357.D

Acq On 1 Jul 2017 1:00

Operator : SJ/MA

Sample - 13930-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .M
Quant Title : 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_.96 13.7 ng 650837 1 6.76 947689 20.0
unknown6 .53 6.53 77.4 ng 3667860 1 6.76 947689 20.0
Tridecane 10.71 3.2 ng 141169 4 11.27 876307 20.0
Pentadecanoic acid 11.81 7.8 ng 339900 4 11.27 876307 20.0
Benzoic acid, 3-a... 11.84 3.0 ng 133327 4 11.27 876307 20.0
Anthracene, l1-met... 11.88 3.3 ng 143492 4 11.27 876307 20.0
9-Octadecenamide, ... 13.34 12.3 ng 736660 5 13.90 1194730 20.0
Hexanedioic acid,... 13.40 2.4 ng 143210 5 13.90 1194730 20.0
1-Nonadecene 13.76 4.9 ng 295209 5 13.90 1194730 20.0
Benzo[e]pyrene 15.20 6.2 ng 159258 6 15.32 511728 20.0
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