LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 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-BF063016.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 1.667 6 7 12 rvv 83237 120368 6.75% 0.737%
2 1.793 16 18 25 rv 491593 667015 37.43% 4.086%
3 1.896 25 27 40 rVB 45676 104968 5.89% 0.643%
4 2.867 111 112 121 rBV 19781 42889 2.41% 0.263%
5 4.856 284 286 291 rBV 123970 195731 10.98% 1.199%
6 5.302 323 325 328 rBVY 1245160 1470993 82.54% 9.011%
7 6.353 414 417 420 rVB 1181420 1502507 84.30% 9.204%
8 6.479 425 428 430 rVB 1621630 1777462 99.73% 10.888%
9 6.707 446 448 449 rBV 346991 387943 21.77% 2.376%
10 6.856 459 461 464 rVB 1037511 1225934 68.79% 7.510%
11 7.050 475 478 481 rBvV2 11356 23604 1.32% 0.145%

12 7.268 494 497 499 rBvV 843519 941952 52.85% 5.770%
13 7.988 558 560 563 rBvV 574174 508488 28.53% 3.115%
14 8.616 612 615 617 rBvV 145914 143222 8.04% 0.877%
15 9.073 652 655 657 rBVY 1699543 1782236 100.00% 10.917%

16 9.405 680 684 687 rBvV 11823 21295 1.19% 0.130%
17 9.462 687 689 691 rvv 266715 220951 12.40% 1.353%
18 9.553 693 697 699 rvv 14386 25569 1.43% 0.157%
19 9.599 699 701 703 rVvB 26296 19717 1.11% 0.121%
20 9.736 711 713 715 rBV 497043 457936 25.69% 2.805%
21 9.862 723 724 727 rVB2 50464 50981 2.86% 0.312%
22 10.239 754 757 759 rBV 20551 23664 1.33% 0.145%
23 10.525 780 782 784 rBV 839486 768917 43.14% 4_.710%
24 10.651 792 793 797 rVB2 24433 46607 2.62% 0.285%
25 10.971 815 821 824 rBV 85607 133062 7.47% 0.815%
26 11.096 831 832 834 rBV 32758 42167 2.37% 0.258%
27 11.211 840 842 846 rVB 368997 374084 20.99% 2.291%
28 11.291 846 849 851 rBV 26692 29857 1.68% 0.183%
29 11.451 861 863 868 rvB2 14345 26617 1.49% 0.163%
30 11.531 868 870 875 rvB 20162 27392 1.54% 0.168%
31 11.759 887 890 891 rBvV2 35519 39602 2.22% 0.243%
32 11.817 891 895 901 rvB2 45559 84097 4.72% 0.515%
33 11.931 901 905 909 rBvV2 11030 18175 1.02% 0.111%
34 12.262 931 934 936 rBV 23763 26440 1.48% 0.162%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 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-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.422 945 948 950 rBV 54099 57627 3.23% 0.353%
36 12.639 965 967 969 rBV 54850 65051 3.65% 0.398%
37 12.799 979 981 983 rVB 1244139 1086575 60.97% 6.656%
38 12.948 990 994 998 rvB2 12247 29289 1.64% 0.179%
39 13.040 998 1002 1004 rBV2 15602 34042 1.91% 0.209%
40 13.360 1027 1030 1031 rBV3 10666 22717 1.27% 0.139%
41 13.474 1038 1040 1045 rBV 17328 22391 1.26% 0.137%
42 13.588 1048 1050 1051 rBVZ2 17360 23247 1.30% 0.142%

43 13.702 1057 1060 1064 rBV2 114756 123884 6.95% 0.759%
44 13.840 1069 1072 1075 rBV 464459 527063 29.57% 3.229%

45 14.262 1107 1109 1110 rBVvV2 16696 19619 1.10% 0.120%
46 14.331 1113 1115 1121 rvv4 26325 70483 3.95% 0.432%
47 14.605 1137 1139 1140 rBV 16804 30232 1.70% 0.185%
48 14.754 1150 1152 1153 rBV2 17285 21840 1.23% 0.134%
49 14.834 1156 1159 1162 rVvVv 102149 173724 9.75% 1.064%
50 14.925 1166 1167 1171 rVV 33973 44380 2.49% 0.272%
51 15.097 1180 1182 1185 rVB 54446 68166 3.82% 0.418%
52 15.154 1185 1187 1190 rBvV 50936 59509 3.34% 0.365%
53 15.211 1190 1192 1195 rBvV 286513 339182 19.03% 2.078%
54 15.645 1228 1230 1232 rBvV 22178 30161 1.69% 0.185%
55 16.491 1302 1304 1307 rBvV2 23783 45747 2.57% 0.280%
56 16.651 1316 1318 1321 rBV3 25619 48723 2.73% 0.298%
57 16.880 1336 1338 1342 rVB 17242 29981 1.68% 0.184%
58 17.703 1408 1410 1413 rVB4 18736 18782 1.05% 0.115%
Sum of corrected areas: 16324857
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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\BF071216\

BF088934.D

12 Jul 2016 22:27

UM/SsJ

H3934-15

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088934.D
6.48
1500000
5.30
6.35
6.86
1000000
7.27
1.79
500000
6.71
1.6 4.86
1.90 2.87 7.05
T L Ll e B e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088934.D
9|07
1500000
12.80
1000000
10.52
7.99
500000 9.74
11.21
9.46
8.62 10
. o 4m5580]| 86 1024 [l1065 T 11 cpnasaianero; 124242204 1oe0s 13888
B e o et Al L A e ot s Ty Tee=pend P T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088934.D
1500000
1000000
500000 1384
15.65 16.465.6516.88 17.70
- —————
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\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 Propane, 1,1-dimethoxy- Concentration Rank 8

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

1.90 5.41 ng 104968 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Glvcine 75 C2H5NO02 000056-40-6 9
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 5
5 Methane, nitroso- 45 CH3NO 000865-40-7 4

Abundance Scan 27 (1.896 min): BF088934.D (-25) (-) m/z 75.10 100.00%
75
5000 45
o || s 180 200 220
et e e e m/z 73.10 68.57%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L L R L L
1.80 200 2.20
m/z 45.10 42 .96%
L3 9 o 103
mz> 20 30 40 50 60 70 8 90 100 110
Abundance
30
180 200 220
5000 m/z 41.05 24_87%
75
45 57 69
mz> 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy- s e e R
73 1.80 200 2.20
m/z 47.05 18.63%
5000
45
29
N 39‘» 50%° 67 |, 101
m/z--> 20 30 40 50 60 70 8 90 100 110 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown2.87 Concentration Rank 18

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

2.87 2.21 ng 42889 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanediol 90 C4H1002 000513-85-9 43
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 2-Hexanol 102 C6H140 000626-93-7 40
4 2-Methoxvisopropvl cvanoacetate 157 C7H11NO3 032804-79-8 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 112 (2.867 min): BF088934.D (-111) (-) m/z 45.10 100.00%
45
5000
39 55 61 2.60 2.80 3.00 3.20
...,....,....,....-,-:|:..,....,'....,.7“?.,.8.4..,....,...., m/z 43.10 20.34%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2293: 2,3-Butanediol
45
5000
2.60 2.80 3.00 3.20
27 . m/z 61.00 6.51%
| 39| 51" 75 90
miz--> R R N S
Abundance
45
260 2.80 3.00 3.20
5000 m/z 44.00 5.65%
29
13 19 39 55 61 76
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance #4408: 2-Hexanol LI L L L L
45 2.60 2.80 3.00 3.20
m/z 42.00 4._.22%
5000
69
S R PN - ¢S AN S B P | R
m/z--> 10 20 30 40 50 60 70 8 90 100 2.60 2.80 300 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._86 10.09 ng 195731 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 286 (4.856 min): BF088934.D (-284) (-) m/z 43.10 100.00%
43
59
5000
o a5 450 500 520
...,....,....,....',':...?.1.:J,...‘??....,E.‘?..,....,|....1,1.1...,....,....,...., m/z 59.10 60.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 H U L U
460 4.80 5.00 5.20
59 101 m/z 101.10 20.94%
%7\\35\\\‘ 51“‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 5.20
5000 M m/z 58.10 14.99%
68
50 126 142
mﬁwﬁmﬁmﬁwﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076:M0rph0ﬁne,44nemyh L B L L L LB LB
43 460 4.80 5.00 5.20
m/z 41.10 9.50%
5000
101
15
27 & ‘
”'P*“P'mw”””J'W”lﬂ'”ﬁ'”'vgﬁv'”ﬁ””l”'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20

8270-BF063016.-M Wed Jul 13 15:02:52 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.48 Concentration Rank 1

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

6.48 91.64 ng 1777460 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 428 (6.479 min): BF088934.D (-425) (-) m/z 132.00 100.00%
5000 68
40 o 620 640 6.60 6.80
54 - - - -
[ L Weus | m/z 68.10 38.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 HRBE LA IR R U
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 33.41%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80
5000 gg 116 m/z 66.10 24.52%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R E L Emman n
132 6.20 6.40 6.60 6.80
m/z 69.10 15.91%
5000
63 81
31 59 1 w\‘ \\72‘ ‘\ \92 10\]-\ 1:!-\2 ‘
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Safrole Concentration Rank 7

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

8.62 5.63 ng 143222 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Safrole 162 C10H1002 000094-59-7 98
2 1.3-Benzodioxole. 5-(1-propenvl)- 162 C10H1002 000120-58-1 97
3 1.3-Benzodioxole. 5-(1-propenvl)... 162 C10H1002 017627-76-8 97
4 Benzene. 1.2-(methvlenedioxv)-4-... 162 C10H1002 004043-71-4 96
5 1H-Isoindole-1,3(2H)-dione, 2-am... 162 C8H6N202 001875-48-5 43

Abundance Scan 615 (8.616 min): BF088934.D (-612) (-) m/z 162.10 100.00%
162
5000 104 131

8.20 8.40 8.60 8.80 9.00
m/z 104.10 50.97%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #31928: Safrole
162
104
5000 131 e A4
77 8.20 8.40 8.60 8.80 9.00
51 m/z 131.00 47 .89%
63
41 | \L 9} ) 119 ] 147 ‘
T T T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
162
e ERma p A RA
8.20 8.40 8.60 8.80 9.00
5000 m/z 103.00 39.12%
131
78 104
18 27 39 Sl 63 o1 119 147
ﬁwwwwwmﬂnmﬁmmrrmrrﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32012: 1,3-Benzodioxole, 5-(1-propenyl)-, (2)- e e
162 8.20 840 8.60 8.80 9.00
104 m/z 77.00 35.84%
131
7
5000 51
63
SRS O N TS O OO | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 820 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Juglone Concentration Rank 17

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

9.86 2.23 ng 50981 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Jualone 174 C10H603 000481-39-0 97
2 Pvridine. 2-chloro-4-nitro-. 1-o... 174 C5H3CIN203 014432-16-7 47
3 Benzene. l-azido-4-nitro- 164 C6H4N402 001516-60-5 25
4 8-Quinolinol. 5-nitroso- 174 C9H6N202 003565-26-2 25
5 Isophosphinoline, 1,3-dimethyl- 174 C11H11P 057328-61-7 25

Abundance Scan 724 (9.862 min): BF088934.D (-723) (-) m/z 174.00 100.00%
174
118
5000 63 92
39 53 | 74 105 1o o5 5h 10100 1020
i e m/z 118.00 69.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40950: Juglone
174 K
5000 L I UL SUULRA SRR
- 118 9.60 9.80 10.00 10.20
63 m/z 63.10 48.28%
%8 39 °3 “ 4y 104 130 | 158 ‘
miz--> 2 40 0 8 10 120 140 10 180
Abundance
174
63 9.60 9.80 10.00 10.20
5000 m/z 92.00 45.07%
29 144
50 73 84
98 110 128 158
mz-> 20 40 60 80 100 120 140 160 180 )
Abundance #33976: Benzene, 1-azido-4-nitro- A A b e
30 9.60 9.80 10.00 10.20
63 m/z 120.00 43.54%
5000 39
X 136
w0 ) L0 =)
e L P a0 120 | es [
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.65 2.49 ng 46607 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Nonadecane 268 C19H40 000629-92-5 59
3 Octadecane 254 C18H38 000593-45-3 59
4 Heneicosane 296 C21H44 000629-94-7 53
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 793 (10.651 min): BF088934.D (-792) (-) m/z 57.10 100.00%

a3
71

5000

10.40 10.60 10.80 11.00
m/z 43.10 80.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48832: Tridecane
43 57
71
5000 LA B L L L L L L
29 85 10. 40 10 60 10. 80 11. 00
m/z 71.10 66.61%
..W.H.P.“,”.W.H.P.“ RS AR ERR RS R R SRR P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 |7 A e
8 10.40 10.60 10.80 11.00
5000 & m/z 85.10 51.56%
29 99
113127141155169183197 268
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57 10.40 10.60 10.80 11.00
m/z 41.10 37.41%
71
5000 85
29 99
| L | MP127141155160183107 011205 254
R R s o e e RRREEERAREEARRAREREEEES SN N EST RS T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Heptadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.25 ng 42167 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Heneicosane 296 C21H44 000629-94-7 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 832 (11.096 min): BF088934.D (-831) (-) m/z 57.10 100.00%
57
5000 85
3 113 106 10.80 11.00 11.20 1140
m/z 43.10 74.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57
85
5000 USRS RN SN B
10,80 11.00 11.20 11.40
29 m/z 71.10 65.86%
‘ L. H‘1}3‘\141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
o 10.80 11.00 11.20 1140
5000 m/z 85.10 44 _.09%
29
M3 141 160 197 225 253 296
AN AR LA RS AR AR LMK LA LARAN LR RARRN LA LA AR UALAN AR SARAN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane . M
57 10.80 11.00 11.20 11.40
m/z 41.10 34.13%
5000 85
29 113
| ‘ ‘ Lo T 141169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 13 n-Decanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.76 2.12 ng 39602 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 53
2 Undecanoic acid 186 C11H2202 000112-37-8 50
3 .alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 50
4 Lactose 342 C12H22011 000063-42-3 38
5 Octane, 1-(ethenylthio)- 172 C10H20S 042779-08-8 32
Abundance Scan 890 (11.759 min): BF088934.D (-887) (-) m/z 73.10 100.00%
43 &
5000 129
A
| H ”| L] 157 g5 218 11.40 11.60 11.80 12.00
ereprerele ol L e | M/Z 60.00  82.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73
129
5000 U B SURELR BN SO B
5 11.40 11.60 11. 80 12.00
% m/z 43.10 79.86%
||N“lhl“?l“l‘llMll?zl||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
43 R DN SURIURE LN BN I
11.40 11.60 11.80 12.00
5000 m/z 41.10 67.57%
27 85 129
101 157 186

WWWTW‘WWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #177860: .alpha.-D-Glucopyranose, 4-O-.beta.-D-galactopyra... L e BB e e
11.40 11.60 11.80 12.00

m/z 57.10 66.31%

5000

127 145

173191 215 233 257 275 293
T e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 n-Dodecyl methacrylate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.82 4_.50 ng 84097 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 64
2 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 53
3 2.3-Dimethvl-3-decanol 186 C12H260 219667-42-2 47
4 Cvclopropanecarboxvlic acid.decv... 226 C14H2602 054460-47-8 43
5 Cyclopropanecarboxylic acid, non... 212 C13H2402 060128-06-5 43
Abundance Scan 895 (11.817 min): BF088934.D (-891) (-) m/z 69.05 100.00%
41
5000
165 LR S BUMLN SURURN SUN
125 139 152 11.60 11.80 12.00 12.20
R e L m/z 87.00 85.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #105675: n-Dodecyl methacrylate
4
69
5000 55 87 N N R I
11.60 11.80 12.00 12.20
m/z 41.10 63.59%
‘ \\H‘ H‘ \“\ H 111 125 140 168
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
69 87
4 11,60 11.80 12.00 12,20
5000 55 m/z 192.10 62.69%
- gg 111 140
15 127 153 167 183 208 227
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #50338: 2,3-Dimethyl-3-decanol gt ey
69 87 11.60 11.80 12.00 12.20
23 m/z 83.10 47 .85%
5000 55
143
15 H “ I \‘M \ | 98 111 125 17\1
m/z--> 80 100 120 140 160 180 200 220 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.70 ng 123884 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
Abundance Scan 1060 (13.702 min): BF088934.D (-1057) (-) m/z 57.10 100.00%
57
5000 111 _,.Vﬂx,4\-_JA\~J\»«~/\~V*’
U B SRR
139 13.40 13.60 13.80 14.00
167 193
]l oo el m/z 83.10 98.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
5000 UL BN B U SR
13. 40 13. 60 13. 80 14.00
2 m/z 55.10 90.16%
e \‘ H ‘H‘ LS ‘167 19 238 266 204
m/z--> éo oo 2éo 360 3%0 460
Abundance
57
83 IR B SRR
13.40 13.60 13.80 14.00
5000 111 m/z 43.10 87 .84%
29
140 182 210 255 306
miz-> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R EREEsEEEms s
57 13.40 13.60 13.80 14.00
83 m/z 97.10 87.52%
5000 11 JM
29 169
e ‘klhl?g. 20 255 406
m/z--> 50 1(')0 150 200 250 300 351;0 400 13. 40 13. 60 13. 80 14. oo !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Oxalic acid, isobutyl penta... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.33 2.67 ng 70483 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 74
2 l17-Pentatriacontene 491 C35H70 006971-40-0 70
3 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 68
4 Oxalic acid. cvclobutvl octadecv... 396 C24H4404 1000309-70-8 64
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 58
Abundance Scan 1115 (14.331 min): BF088934.D (-1113) (-) m/z 57.10 100.00%
57
5000 \\M
‘ 14.00 14.20 14.40 14.60
il m/z 43.10 93.89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #188025: Oxalic acid, isobutyl pentadecyl ester
57
5000 L T BN BN I
14.00 14.20 14.40 14.60
29 m/z 55.10 66 .70%
L “M ] \m‘ 148 182210 25
m/z--> 50 150 200 250 300 350 400 450 '
Abundance
43
14.00 14.20 14.40 14.60
5000 83 m/z 83.10 60.89%
111
139167 196 224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #184207: Cyclopentane, (4-octyldodecyl)- R R mEEE L
43 14.00 14.20 14.40 14.60
83 m/z 71.10 59.47%
5000
111
236
A P Paeazes om0
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088934.D

Aca On 12 Jul 2016 22:27

Operator : UM/SJ

Sample : H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknownl6.65 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.65 2.87 ng 48723 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 Cl15H24 1000140-07-7 25
2 1.3-Diamino-7.9-dichlorobenzolfl... 278 C12H8CI2N4 037521-58-7 25
3 4-l1sothiazolecarboxamide. N.N-di... 276 C10H16N20S3 037572-36-4 22
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 15
5 3,5-Dichloro-2,4-dimethyl-1-meth... 204 C9H10CI20 1000250-17-8 15
Abundance Scan 1318 (16.651 min): BF088934.D (-1316) (-) m/z 278.10 100.00%
204 218

5000

245 301

16.40 16.60 16.80 17.00
m/z 204.20  83.72%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 %5 " 16.40 16.60 16.80 17.00
109 161
Mo g 123 M7 g m/z 121.10 54.61%
175
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
278
A
16.40 16.60 16.80 17.00
5000 m/z 55.10 49 _.88%
43 122
202
174 243
60 74 88 104 | 58 1597 '183 | 226~ 261

mmwmmﬁmwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123713: 4-Isothiazolecarboxamide, N,N-diethyl-3,5-bis(met... AR RREES S
4 16.40 16.60 16.80 17.00

m/z 69.10 49.64%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16 60 16 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
Data File : BF088934.D

Acq On 12 Jul 2016 22:27

Operator : UM/SJ

Sample - H3934-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 1,l1-dime... 1.90 5.4 ng 104968 1 6.71 387943 20.0
unknown?2 .87 2.87 2.2 ng 42889 1 6.71 387943 20.0
2-Pentanone, 4-hy... 4.86 10.1 ng 195731 1 6.71 387943 20.0
unknown6 .48 6.48 91.6 ng 1777460 1 6.71 387943 20.0
Safrole 8.62 5.6 ng 143222 2 7.99 508488 20.0
Juglone 9.86 2.2 ng 50981 3 9.74 457936 20.0
Tridecane 10.65 2.5 ng 46607 4 11.21 374084 20.0
Heptadecane 11.10 2.3 ng 42167 4 11.21 374084 20.0
n-Decanoic acid 11.76 2.1 ng 39602 4 11.21 374084 20.0
n-Dodecyl methacr... 11.82 4.5 ng 84097 4 11.21 374084 20.0
1-Heneicosanol 13.70 4.7 ng 123884 5 13.84 527063 20.0
Oxalic acid, isob... 14.33 2.7 ng 70483 5 13.84 527063 20.0
unknownl16 .65 16.65 2.9 ng 48723 6 15.21 339182 20.0
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