LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

3?22'6 i H1703-06 SB-40COMP(0.5-1.0
ALS Vial : 26 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-BF030316.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 4.539 194 197 201 rBvY 108440 130397 3.09% 0.307%
2 5.167 249 252 262 rVB 837617 1128282 26.75% 2.655%
3 5.567 284 287 290 rBV 3205951 3597696 85.28% 8.466%
4 6.584 373 376 378 rBV 3294522 3545425 84.04% 8.343%
5 6.733 386 389 391 rBV 2978141 4218641 100.00% 9.927%
6 6.962 407 409 411 rBV 1011629 942594 22.34% 2.218%
7 7.122 420 423 425 rBV 2724102 3260283 77.28% 7.672%
8 7.522 455 458 460 rBV 2590168 2546909 60.37% 5.993%
9 7.990 492 499 501 rvv2 193291 199565 4_73% 0.470%
10 8.242 519 521 524 rBV 1431728 1246243 29.54% 2.933%

11 9.316 613 615 618 rVB 2997344 3948354 93.59% 9.291%
12 9.716 648 650 651 rBvY 455400 526460 12.48% 1.239%
13 9.933 666 669 671 rVB 106672 122175 2.90% 0.288%
14 10.002 673 675 677 rBV 1452841 1302924 30.88% 3.066%
15 10.162 686 689 690 rBvV 32070 44588 1.06% 0.105%

16 10.425 710 712 714 rVB 187827 172545 4_.09% 0.406%
17 10.642 729 731 735 rBV 54280 110991 2.63% 0.261%
18 10.791 741 744 746 rBV 2551931 2655641 62.95% 6.249%
19 10.905 752 754 758 rBV 146252 233548 5.54% 0.550%
20 11.099 768 771 772 rBV3 26001 47854 1.13% 0.113%

21 11.351 789 793 794 rBV 88805 96325 2.28% 0.227%
22 11.488 802 805 808 rBV 1177445 1537752 36.45% 3.619%
23 11.556 808 811 813 rVB 95862 102742 2.44% 0.242%
24 11.716 822 825 829 rBvV2 23761 57648 1.37% 0.136%
25 11.979 846 848 849 rBV 44406 62224 1.47% 0.146%

26 12.002 849 850 853 rvv2 363198 546884 12.96% 1.287%
27 12.094 856 858 863 rvv 96196 160876 3.81% 0.379%
28 12.185 863 866 868 rvv2 24188 44246 1.05% 0.104%
29 12.276 870 874 878 rvv3 39544 100854 2.39% 0.237%
30 12.699 908 911 913 rBV 389779 545376 12.93% 1.283%

31 12.791 917 919 923 rBV 282715 312579 7.41% 0.736%
32 12.928 928 931 933 rvv 314868 486614 11.53% 1.145%
33 13.065 941 943 946 rVB 2461710 2450754 58.09% 5.767%
34 13.248 955 959 961 rBvV 62885 82602 1.96% 0.194%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

3?22'6 i H1703-06 SB-40COMP(0.5-1.0
ALS Vial : 26 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-BF030316.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.351 966 968 970 rBV 38392 44331 1.05% 0.104%
36 13.637 990 993 998 rBV5 27280 77176 1.83% 0.182%
37 13.865 1010 1013 1015 rBV 38940 77908 1.85% 0.183%

38 13.957 1019 1021 1027 rVvVv 519644 735354 17.43% 1.730%
39 14.117 1031 1035 1042 rBV2 941408 1362816 32.30% 3.207%
40 14.220 1042 1044 1048 rVvVv 33677 49382 1.17% 0.116%

41 14.288 1048 1050 1053 rVV3 21989 46647 1.11% 0.110%
42 14.597 1074 1077 1079 rBV3 73736 130497 3.09% 0.307%
43 14.745 1088 1090 1093 rBV 747894 713045 16.90% 1.678%
44 14.871 1099 1101 1105 rBV 175056 214588 5.09% 0.505%
45 14.974 1107 1110 1113 rVV3 32813 51588 1.22% 0.121%

46 15.157 1123 1126 1130 rBV 166437 331088 7.85% 0.779%
47 15.225 1130 1132 1134 rVV 39264 56912 1.35% 0.134%
48 15.454 1150 1152 1155 rVB 92184 131705 3.12% 0.310%
49 15.523 1155 1158 1161 rVB 124107 180976 4._.29% 0.426%
50 15.580 1161 1163 1165 rBV 502929 779517 18.48% 1.834%

51 16.048 1202 1204 1207 rBV 30139 50803 1.20% 0.120%
52 16.105 1207 1209 1216 rVB3 50196 147857 3.50% 0.348%
53 16.471 1239 1241 1246 rVB5 40128 91882 2.18% 0.216%
54 16.597 1249 1252 1255 rVB 40058 74774 1.77% 0.176%

55 17.043 1288 1291 1297 rVB2 66473 137872 3.27% 0.324%
56 17.226 1304 1307 1309 rBV3 26455 60634 1.44% 0.143%
57 17.477 1326 1329 1338 rVB 63188 161248 3.82% 0.379%

58 17.648 1340 1344 1348 rBV5 45712 145028 3.44% 0.341%
59 18.666 1431 1433 1439 rVB6 23522 72616 1.72% 0.171%

Sum of corrected areas: 42494835
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085281.D
5,57 6(58

3000000 6.73

7.12
7.52

2500000
2000000
1500000
1000000 5.17

500000

4.54 \ 4

o) r - - N b
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: BF085281.D

3000000

10.79
2500000 13.07

2000000

1500000{ 8.24 10.00
11.49

1000000

500000 9.72 12.00 12,7045 93
10.42 10.90
JL 9981016 [ 1064 4 11.10 1L3FL5B) 75 11/ %28 1329535 13.64

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085281.D

3000000

2500000

2000000

1500000

1000000

500000

14.87 15.16
4,97 35.231584 16931

16.48.60 17.047 23 17.487.65 18.67

0 —— T e 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\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3-Penten-2-one, 4-methyl- Concentration Rank 13

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

4.54 2.77 ng 130397 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 197 (4.539 min): BF085281.D (-194) (-) m/z 83.10 100.00%
55 3
5000 4 o8
al.| 4 o 420 440 460 480
SN YA PN T W PRS- GRS A S m/z 55.10 81.08%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IDESREBEAARBINAEDE SRR
29 98 4.20 4.40 4.60 4.80
m/z 98.10 36.68%
“\ ‘ 37\‘\ Ly 49\ ‘ ! 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% IBESREBEAARBE NS SRR
43 420 4.40 4.60 4.80
5000 m/z 43.10 32.23%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- AR EEE st
5 83 4.20 4.40 4.60 4.80
m/z 39.10 22 .04%
41
5000 7 o8
15 ‘ 69
- .J..,..::h.34.a;:..??hh LSl e L S 1 VS
m/z--> 10 20 30 40 50 60 70 8 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 23.94 ng 1128280 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 252 (5.167 min): BF085281.D (-249) (-) m/z 43.05 100.00%
a3
59
5000
i T o sk S Bk
83 : : : : :
...,....,....,....',.:..?.1.~..|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 61.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R A UL L
480 5.00 520 5.40 5.60
m/z 101.10 22.81%
31 101
”'P'”P'”m““““'W“‘W'“W'“'ﬁi'ga'“'“v'”l””l“'w“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 16.93%
68
50 126 142
wﬂmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LA L L L LB L L B
43 480 5.00 520 5.40 5.60
m/z 41.10 9.03%
5000
101
15
27 & ‘
”'P*”P'mw““”J'W“lW'“W'“'Pgﬁv'“i““l”'W'“W'”W'”'I R A UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 unknown6.73 Concentration Rank 1

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

6.73 89.51 ng 4218640 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 389 (6.733 min): BF085281.D (-386) (-) m/z 132.10 100.00%
132
5000
68
‘ % 640 6.60 6.80 7.00
40 54 : : : :
o I i :|-.|.7.7, g7 | wsus ) m/z 134.10  33.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR LA R
6.40 6.60 6.80 7.00
21 51 78 m/z 68.10 31.65%
‘ L ‘ | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
SRS RRASS AR RS
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 19.61%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R ARmaanEns SR
132 6.40 6.60 6.80 7.00
m/z 96.10 13.94%
5000 67
41 97
53
T S
||||“i“||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|O§||“|||H|||||||||||||||| e B Ammmma
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:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 14
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.65 ng 172545 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 712 (10.425 min): BF085281.D (-710) (-) m/z 57.10 100.00%

57

5000

10.20 10.40 10.60 10.80
m/z 43.10 65.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane

43 57

5000 n A A e

85 10.20 10.40 10.60 10.80
29 m/z 71.10 53.21%

N w 99 113127141155169183197 226

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

57
43 i Rt e e
71 10.20 10.40 10.60 10.80

5000 a5 m/z 85.10 39.47%

29 99
113127141155169183 212

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

Abundance #107652: Eicosane LA BB s e
43 57 10.20 10.40 10.60 10.80
m/z 41.10 30.98%
71
5000
85
29 99
P N ot/ N— S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10. 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.00 7.11 ng 546884 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 35
Abundance Scan 850 (12.002 min): BF085281.D (-849) (-) m/z 73.10 100.00%

43 g0 7B
5000
129
8 15 157171185199 213 1160 11,80 12.00 12,20 12.40
143 199 256 : : : :
S— =l m/z 43.10 92.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o,
5000 T T T T [T T T T T T

11.60 11.80 12,00 12.20 12.40
m/z 60.10 84.02%

256
[ \ H hi %011}5 143157171185 109213597 24 *
e e e e e e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R e N R
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 55.10 70.78%
29 87 185
115 143 __171 228
101
15 157 199212
AR RS o o e R R BARRSEREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid L R L e
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 57.10 70.56%
129
B i u\\//L/\_J\

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-BF030316.M Wed Mar 09 17:02:53 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.09 2.09 ng 160876 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42
3 H5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 38
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38
Abundance Scan 858 (12.094 min): BF085281.D (-856) (-) m/z 189.10 100.00%
1

5000

—
3

)

11.80 12.00 12.20 12.40
m/z 190.05  95.81%

165

110 122 139 151

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 ||||||||||||||||||||||r\f
94 11.80 12.00 12.20 12.40
m/z 192.10 78.41%
27 39 50 63 8L || 110122 137 150 163 178 ||
R B B B e e e L AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
R RRRREELEEE L
11.80 12.00 12.20 12.40
5000 m/z 191.10 54 _46%
95 165
63 83
28 39 51 115 126 139 152 176
T e e e e e e e
mz-> 20 40 60 80 100 120 140 160 180 200 A)ijk
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene AN man e e L et
192 11.80 12.00 12.20 12.40
m/z 94.60 31.29%
5000
9 165
28 39 51 63 83 | 11516 130 152 | 176

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

T T T T
11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.79 4_.07 ng 312579 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 919 (12.791 min): BF085281.D (-917) (-) m/z 73.10 100.00%
5000
12.40 12.60 12.80 13.00 13.20
m/z 43.10 92 .50%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 LI BN SRS SO B
12.40 12.60 12.80 13.00 13.20
‘ 97 185 a1 m/z 60.10 82.59%
|15| I "“I i) ‘k‘“h.“l .‘:lls‘.?.‘ .“. ‘|2.]‘-3.‘. .“ 2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
12:40 12,60 12,80 13.00 13.20
5000 129 m/z 57.10 82.55%
97 199 242
157
180
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R BT L e
43 12.40 12.60 12.80 13.00 13.20
m/z 55.10 68.83%
73
5000 o84 A_N\AAANVN/\ﬂ\\A‘NhJL_vqff
129
97
185
B o g B
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 10.79 ng 735354 Chrysene-di2 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 94
2 1-Nonadecanol 284 C19H400 001454-84-8 94
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1021 (13.957 min): BF085281.D (-1019) (-) m/z 57.10 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 83.10 93.66%

o 154 182 200 247

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

%

5000

13.60 13.80 14.00 14.20
m/z 55.10 91.26%

154169 191 210 238 25 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 83
B L AL e
13.60 13.80 14.00 14.20
5000 m/z 43.10 86.22%
68 111
27
126 154 180 210 238 266
mmmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester AL T e
57 13.60 13.80 14.00 14.20
83 m/z 69.10 84 _.31%
5000 4 ~L\
et A RRSAAaetE et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Decanamide- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 5.51 ng 214588 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanamide- 171 C10H21NO 002319-29-1 64
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 47
4 Octadecanamide 283 C18H37NO 000124-26-5 47
5 N-Isopropylidene-hexadecano-hydr... 310 C19H38N20 093612-49-8 35

Abundance Scan 1101 (14.871 min): BF085281.D (-1099) (-) m/z 59.10 100.00%

59

5000

[

n
LI I N B N

14.60 14.80 15.00 15.20
m/z 72.10 78.12%

36 154

184201 220236 259277293 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #36755: Decanamide-
59
5000 |||||||/\||||||||||||||
14.60 14.80 15.00 15.20
43 m/z 55.10 51.71%
86
27 | 7 11018 1sgtTt
R I R R R E Rae  AASS aALEnEs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
B A RRREE R
14.60 14.80 15.00 15.20
5000 m/z 43.10 32.30%
41
126
98
81 154 184 503 222238 264281
WWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74439: Tetradecanamide B A RRREE R
59 14.60 14.80 15.00 15.20
m/z 41.10 30.30%
5000
43 227
128
A R T o Y P b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2- Chloropropionic acid, pe... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.11 3.79 ng 147857 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 74
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 70
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 58
4 Thieno[2,3-d]-1,3-thiaselenol-2-._.. 238 C5H2S3Se 081803-09-0 56
5 2-Methyl-E-7-octadecene 266 C19H38 1000130-92-3 55
Abundance Scan 1209 (16.105 min): BF085281.D (-1207) (-) m/z 57.10 100.00%
o7

r

5000 4

125 278 T T

15.80 16.00 16.20 16.40
m/z 97.10 95.97%

140

170 194 211225240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127053: 2- Chloropropionic acid, pentadecy! ester
3

-

15.I8O 16.IOO 16!20 16.I4O
m/z 69.10 84.76%

5000

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R R s e
15.80 16.00 16.20 16.40
5000 111 m/z 43.10 82.57%
125 266

%

140 168182 210 238
wmmwmmﬁrﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #6616: Cyclopentane, 1,1,3-trimethyl- T T T T T T

55 15.80 16.00 16.20 16.40
m/z 83.10 80.13%

83
5000
27
112
.?EP”.L”.”.P“w.”w.”w”.w”“,nnp.”“.”P”.P“w.”. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl6.47 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.36 ng 91882 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile, pentachloro- 273 C7CI5N 020925-85-3 20
2 Benzothiophene-3-carboxaldehyde, ... 274 C9H4BrCI0S 1000266-56-5 14
3 Phenanthro[3,2-b]furan-7,11-dion... 276 C18H1203 020958-17-2 11
4 1H-Pyrrolo[2,3- b]pyridine 3,3"- 276 C17H16N4 023709-49-1 11
5 2"-Cyanospiro(1,2,3,4,6,7,12, 12b--- 277 C18H19N3 116839-62-4 10
Abundance Scan 1241 (16.471 min): BF085281.D (-1239) (-) m/z 79.10 100.00%
43 709 107 133
160
213 055 215 301
5000 194 237 353
| ) 16.20 16.40 16.60 16.80
et ul m/z 93.05 97.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #102469: Benzonitrile, pentachloro-
275
5000 L SR B UL S
16,20 16.40 16.60 16.80
133 240 m/z 43.10 96 .84%
62 98 168 2% ‘ |
Inwﬂ”ﬂﬂwﬁﬁhmﬁnmlnlﬂduulmnlnlhnln NE——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
275
16.20 16.40 16.60 16.80
5000 m/z 95.10 96.05%
69 87 123 166
44 247
105 1 149 203 229
WWWTWWWWTWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104168: Phenanthro[3,2-b]furan-7,11-dione, 4,8-dimethyl- B A RRREE R
276 16.20 16.40 16.60 16.80
m/z 55.10 91.66%
5000
189 220 248
139 ‘ \
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl7.65 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.65 3.72 ng 145028 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinazolin-4(3H)-one, 3-(3-trifl... 290 C15H9F3N20 024122-28-9 35
2 Norflurazon 303 C12H9CIF3N30 027314-13-2 22
3 1,3,4-Thiadiazol-2-amine, 5-trif... 273 C11H10F3N3S 284488-18-2 22
4 Triethylpropoxysilane 174 C9H220Si 017841-44-0 18
5 2(1H)-Quinolinone, 1l-propyl- 187 C12H13NO 000944-70-7 18
Abundance Scan 1344 (17.648 min): BF085281.D (-1340) (-) m/z 43.10 100.00%
48
105 145
213
5000 67
85 1p1 63 185 255 289 329
181 309 IR BN NI SRR B
| ‘ 17.40 17.60 17.80 18.00
et m/z 145.10 75.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #111977: Quinazolin-4(3H)-one, 3-(3-trifluoromethylphenyl)-
145
50 119 290
76
5000 LA IS S BB B
5 17.40 17.60 17.80 18.00
m/z 57.10 75.37%
3 166 102 221 o4q 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
102 145
18 "17.40 17.60 17.80 18.00
5000 m/z 105.10 68.18%
4 303
173
75
58 125 206 234 284
mmmmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #102102: 1,3,4-Thiadiazol-2-amine, 5-trifluoromethyl-N-(2,... R R RmEEE R S
145 17.40 17.60 17.80 18.00
m/z 107.10 63.76%
177
5000 77 273
39 118
1 204 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1740 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085281.D

Acq On : 9 Mar 2016 3:15

Operator : UM/SJ

Sample : H1703-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.54 2.8 ng 130397 1 6.96 942594 20.0
2-Pentanone, 4-hy... 5.17 23.9 ng 1128280 1 6.96 942594 20.0
unknown6.73 6.73 89.5 ng 4218640 1 6.96 942594 20.0
Hexadecane 10.42 2.6 ng 172545 3 10.00 1302920 20.0
n-Hexadecanoic acid 12.00 7.1 ng 546884 4 11.49 1537750 20.0
4H-Cyclopenta[def... 12.09 2.1 ng 160876 4 11.49 1537750 20.0
Octadecanoic acid 12.79 4.1 ng 312579 4 11.49 1537750 20.0
Dichloroacetic ac... 13.96 10.8 ng 735354 5 14.12 1362820 20.0
Decanamide- 14.87 5.5 ng 214588 6 15.59 779517 20.0
2- Chloropropioni... 16.11 3.8 ng 147857 6 15.59 779517 20.0
unknownl16 .47 16.47 2.4 ng 91882 6 15.59 779517 20.0
unknownl17 .65 17 .65 3.7 ng 145028 6 15.59 779517 20.0
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