LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample - H4256-01

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-BF072716.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 1.655 4 6 36 rvB 802447 1856473 100.00% 19.839%
2 4.547 257 259 268 rVB 47943 63356 3.41% 0.677%
3 5.039 300 302 317 rBv4 157130 265907 14.32% 2.842%
4 6.136 396 398 405 rBV3 105119 174378 9.39% 1.863%
5 6.239 405 407 423 rVB 507130 627584 33.81% 6.707%
6 6.479 426 428 434 rBV 192846 213977 11.53% 2.287%
7 6.559 434 435 439 rVB 58949 62043 3.34% 0.663%
8 6.627 439 441 444 rBV 680334 742007 39.97% 7.929%
9 7.050 476 478 489 rBV 534786 628560 33.86% 6.717%
10 7.759 538 540 544 rBV 233244 302026 16.27% 3.228%
11 7.816 544 545 551 rVB 16821 24222 1.30% 0.259%
12 8.010 560 562 563 rBV 21253 20040 1.08% 0.214%
13 8.033 563 564 566 rvVv 19880 21441 1.15% 0.229%
14 8.113 569 571 574 rVB 26193 28354 1.53% 0.303%
15 8.422 506 598 606 rVB 53920 72211 3.89% 0.772%

16 8.845 632 635 637 rBVY 1419956 1285311 69.23% 13.736%
17 9.245 668 670 672 rBvV 153680 130199 7.01% 1.391%
18 9.508 691 693 695 rBvV 371609 348938 18.80% 3.729%
19 10.285 759 761 764 rBv2 317189 454921 24 .50% 4.862%
20 10.982 819 822 824 rBV 213050 288716 15.55% 3.085%

21 11.176 832 839 842 rBvV2 53460 73715 3.97% 0.788%
22 11.233 842 844 847 rvv2 18732 25822 1.39% 0.276%
23 11.531 868 870 873 rBvV 31379 44484 2.40% 0.475%
24 11.576 873 874 876 rvV 14420 22185 1.20% 0.237%
25 11.611 876 877 880 rvv2 25340 40632 2.19% 0.434%
26 11.725 883 887 891 rvv3 13050 35991 1.94% 0.385%
27 12.319 936 939 948 rvVB2 14744 26917 1.45% 0.288%
28 12.559 958 960 963 rBvV 753246 691670 37.26% 7.392%
29 13.142 1009 1011 1014 rBV 24271 21627 1.16% 0.231%
30 13.474 1037 1040 1044 rBV 22126 32115 1.73% 0.343%
31 13.599 1048 1051 1054 rBV2 187387 246968 13.30% 2.639%
32 14.445 1123 1125 1127 rVB 19568 23966 1.29% 0.256%
33 14.925 1165 1167 1174 rBV 180312 215689 11.62% 2.305%
34 15.462 1211 1214 1221 rVB3 25506 54566 2.94% 0.583%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample - H4256-01

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.611 1224 1227 1233 rVB 78157 141988 7.65% 1.517%

36 16.194 1275 1278 1284 rVB6 9079 19382 1.04% 0.207%
37 16.503 1302 1305 1309 rVB3 11949 29182 1.57% 0.312%
Sum of corrected areas: 9357563
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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:\HPCHEM1I\BNA F\DATA\BF080116\

BF089518.D

1 Aug 2016 18:56

UM/SsJ

H4256-01

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

1.66

800000

600000

400000

200000

TIC: BF089518.D

6.63

6.24 7.05

6.1

0
Time-->

4.00

4.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF089518.D

12.56

9.51

10.98

13485 1

12.32 13.14 13.4#

A A
T T T T T [ T T T T

Time-->

10.00

1584 72
A =

9.50 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000y

TIC: BF089518.D

14.45 16.19 16.50

0
Time-->

16.00 16.50

17.00

14.00 14.50

15.00

17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

4_.55 5.92 ng 63356 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 259 (4.547 min): BF089518.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 S ARRRRRA A
| 83 420 4.40 4.60 4.80
o T 1 PNV | O m/z 59.10 63.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L L L
59 420 440 460 480
m/z 101.10 23.46%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
420 440 460 480
5000 m/z 58.10 15.66%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one LI LI L B L LA B
43 420 4.40 4.60 4.80
m/z 41.10 10.06%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknowné6.24 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.24 58.66 ng 627584 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 407 (6.239 min): BF089518.D (-405) (-) m/z 132.00 100.00%

132
5000

6.00 6.20 6.40 660

01 m/z 68.10 51.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 K‘
97
5000 L N ERmmE
6.00 6.20 6.40 6.60
31 70 m/z 66.10 33.28%
60
A 105 116

ok e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
—v—v—v—v—rv—v—v%r

6.00 6.20 6.40 6.60

5000 m/z 134.00 31.64%
ol 15 28 39 82 8 7m0 14 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine —
132 6.00 6.20 6.40 6.60
69 m/z 69.10 21.37%
104
5000
78
31 55 51 ‘
0|||||||||||||‘|||‘l||l|||H|||||||l|||||||||||||||||||||||||||||||‘||||| _V_V_V_V—FV_V_M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 1-Hexanol, 2-ethyl- Concentration Rank 6

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

6.56 5.80 ng 62043 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 64
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 59
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53

Abundance Scan 435 (6.559 min): BF089518.D (-434) (-) m/z 57.10 100.00%
5000 41
70 g3 AR UL R
| 08 6.20 6.40 6.60 6.80
0 e | m/z 41.10  40.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000
- 6.20 6.40 6.60 6.80
70 83 m/z 43.10 31.63%
o5 Mol o B
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.20 6.40 6.60 6.80
5000 m/z 55.10 28.26%
70
o 45 g3 ¥ 117 129 171
miz--> 20 40 60 80 100 120 140 160
Abundance #19101: Octane, 2,3-dimethyl- S WS AV W | -
57 6.20 6.40 6.60 6.80
m/z 56.10 22 .37%
5000 41 98
- 70
o L L e e
m/z--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80

8270-BF072716.M Tue Aug 02 17:19:35 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 |Indole Concentration Rank 9

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

8.42 4.78 ng 72211 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 95
2 BH-1-Pvrindine 117 C8H7N 000270-91-7 91
3 Indolizine 117 C8H7N 000274-40-8 91
4 Benzene. 1l-isocvano-2-methvl- 117 C8H7N 010468-64-1 90
5 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 87

Abundance Scan 598 (8.422 min): BF089518.D (-596) (-) m/z 117.10 100.00%
117
5000 90
63
39 51 D 8.00 8.20 8.40 8.60 8.80
) S L /s | FFNBIRLT, SNV PN || NS m/z 90.00 45.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8574 Indole
117
90
5000 IRESE NSRRI AR R
800 820 8.40 8.60 8.80
63 m/z 89.00 33.95%
o 27 ¥ 5055 | 74 s 98 110 ||
mz> % % 40 50 80 70 8 80 160 110 130
Abundance
117
%0 800 8.0 840 8.60 880
5000 m/z 63.00 13.42%
39 51 63
0 27 45 57 69 78 84 97 103 111
miz-> 20 30 40 50 60 70 8 90 100 110 120 N
Abundance #8577: Indolizine R e R
117 8.00 8.20 8.40 8.60 8.80
m/z 116.10 9.62%
5000 90
63
ol 2 3 4550 57 | g9 T8 g4 ;
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ﬁo 12'0 8.00 8|20 840 860 8|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 7 Caffeine Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.18 5.11 ng 73715 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 96
2 3(2H)-Benzofuranone. 4.6-dimethoxv- 194 C10H1004 004225-35-8 50
3 1.4-Dimethvl-4.5.7.8-tetrahvdroi... 194 C8H10N402 130063-15-9 47
4 2-(2.5-dimethoxv-4-propviphenvl) ... 223 C13H21NO2 207740-22-5 37
5 Benzaldehyde, 4,6-dimethoxy-2,3-... 194 C11H1403 034883-13-1 32
Abundance Scan 839 (11.176 min): BF089518.D (-832) (-) m/z 194.10 100.00%
194
109
5000 55 67
82
43 94 137 165 243 10.80 11.00 11.20 11.40
0 m/z 109.10 54 .94Y%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #56740: Caffeine
194
109
5000 55 67 LA SR UL BN
82 10.80 11.00 11.20 11.40
42 m/z 55.10 37 .58%
0 H‘ Al 1l \‘ 94 \‘ 122 136 150 165 179 M
m/z--> ' éo éo 160 150 150 160 180 200 250 250
Abundance
194
10.80 11.00 11.20 11.40
5000 m/z 67.10 37.22%
165
106 151
. 135 179
miz-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #56753: 1,4—Dimethyl—4,5,7,8—tetrahydr0|mldazo [4,5 E]'l,4 TTT l LI L N L B B l L
194 10 80 11. 00 11. 20 11. 40

m/z 82.10 28 .85%

5000
138 165
55 67 g2 179 ‘
0 y ‘\ I 97 I | 123 i 151 | ‘

m/z--> 40 60 80 100 120 140 160 180 200 220 240 10 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl11.53 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.53 3.08 ng 44484 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 27
2 Dodecanoic acid 200 C12H2402 000143-07-7 27
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 22
4 _alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 22
5 Undecanoic acid 186 C11H2202 000112-37-8 16
Abundance Scan 870 (11.531 min): BF089518.D (-868) (-) m/z 43.05 100.00%
7
165
207
5000 107
29
| | \ 1120 11.40 1160 11.80
0 R S S I m/z 41.10 95.56%
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid
73
43
5000 129
171 11.20 11.40 11.60 11.80
‘ 214 m/z 73.00 93.13%
0.“. e h“\ m\ ’15? .‘... T
m/z--> 50 100 150 200 250 300 350
Abundance
73
11.20 1140 11.60 11.80
50000 43 129 m/z 60.00 83.00%
157
101 200
e L S L WL I WL BB
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt R B R
3 11.20 11.40 11.60 11.80
m/z 165.10 77 .50%
43 155
5000 129
o m qul 217 279 330 387
m/z--> 50 100 150 200 25'30 300 3&'30 ! 11'20 11.40 11. 60 11|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownll.61 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
1161  2.81ng 40632  Phenanthrene-di0 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3.4-Dihvdro-6-nitrocoumarin 193 COH7NO4 020920-99-4 38

2 Phenol. 2-T(4-morpholinvDmethvl1- 193 C11H15N0O2 004438-01-1 38
3 Carbonic acid. monoamide. N-meth... 193 C11H15N0O2
4 Benzonitrile. 2.3.4-trimethoxv- 193 C10H11NO3

5 Carbamic acid, 3-methylphenyl-, ... 193 C11H15NO2

043020-38-8 32

Abundance Scan 877 (11.611 min): BF089518.D (-876) (-) m/z 193.10 100.00%

193
107 179
5000 165
121 135 235

149 TTT T T T T T T T T
45 65 77 91 1120 11,40 11.60 11.80 12.00

.,”.l..|.||.|.|..||..|.|.I|l |||‘ ||| ..,....!.... S m/z 107.05 55_98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55659: 3,4-Dihydro-6-nitrocoumarin
193
135 165

5000 ..................
11. 20 11. 40 11. 60 11. 80 12. OO

01
m_6577 ‘ m/z 179.10 46 .06%
A ‘ |

152
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240
Abundance
193

107 I EEE e e  RNRAR RS

o

o

1000340-19-0 35

1000314-76-5 32

86 11.20 11.40 11.60 11.80 12.00
5000 m/z 165.10 37.07%
147
57
134 162
oL % 70 120 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #55391: Carbonic acid, monoamide, N-methyl-N-phenyl-, prop... LB o o e
193 11.20 11.40 11.60 11.80 12.00
m/z 121.10 29.69%
107
5000
43 134
77 151
120
27 |, e | o |7 164
O o LA I i o e e o RERE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl1l.73 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.49 ng 35991 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolflauinoline. 3-methvl- 193 C14H11IN 000085-06-3 43
2 1.4-Cvclopentadiene-1-carboxvlic... 193 C11H15NO2 014485-75-7 38
3 Methanimidamide. N.N-dimethvI-N"._._. 193 C9H11N302 002103-47-1 38
4 3-Oxabicvclol5.3.01decan-2-one., ... 194 C12H1802 1000155-87-7 38
5 Methanimidamide, N,N-dimethyl-N"___. 193 C9H11N302 001205-59-0 38
Abundance Scan 887 (11.725 min): BF089518.D (-883) (-) m/z 193.10 100.00%
193
107
5000
91 121 149 207 L L R B B
41T® | 133“165179|| 1140 11.60 11.80 12.00
o...,”..NL.J,.”. b A L L Tm/z 107.00  56.96%

w

m/z--> 20 40 80 100 120 140 160 180 200
Abundance #55507. Benzo[f]quinoline, 3-methyl-
19

5000 - .... e
11. 40 11. 60 11. 80 12.00

m/z 121.10 20.85%

151 165
TR e o B O o e o o B S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
162

11.40 11.60 11.80 12.00

5000 43 m/z 91.00 18.67%
56 134
178
77 91 10849
o) NSRS | S 1 NS N RS NN M EESS——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55626: Methanimidamide, N,N-dimethyl-N'-(3-nitrophenyl)- e BBASER LR B
193 11.40 11.60 11.80 12.00

m/z 194_.10 18.67%

5000 44

Skl

m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00

30 57 76 92 103 122132 “ “ ‘ “
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Decanoic acid, silver(1+) salt Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.32 2.18 ng 26917 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(l+) salt 278 C10H19A002 013126-67-5 53
2 Tetradecanoic acid 228 C14H2802 000544-63-8 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 27
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 27
Abundance Scan 939 (12.319 min): BF089518.D (-936) (-) m/z 73.00 100.00%
43 7
5000 97 129
185 241 RN SUULRN B
| 12.00 12.20 12.40 12.60
o} S S o e B m/z 43.10 86.72%
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
7
43 155
5000 129 SRR AR RN B

12:00 12.20 12.40 12.60
m/z 60.00 80.95%

0 L m me  w
m/z--> 50 1 150 200 250 300 350
Abundance
73
R BEmEsmmaas
3 12.00 12.20 12.40 12.60
5000 4 129 m/z 55.10 63.18%
185
97 228
157
S L S EE T
m/z--> 50 100 150 200 250 300 350
Abundance #72643: Tridecanoic acid
43 3 12.00 12.20 12.40 12.60
m/z 57.05 61.90%
5000 129
171
AL |, 2
ol25 i, hw Ma Lo L
m/z--> 50 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 12 n-Tetracosanol-1 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.60 ng 32115 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 72
3 1-Hexacosanol 382 C26H540 000506-52-5 68
4 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 53
5 Oxalic acid, allyl dodecyl ester 298 C17H3004 1000309-24-0 50
Abundance Scan 1040 (13.474 min): BF089518.D (-1037) (-) m/z 57.10 100.00%
57 83
5000 111

| | 13.20 13.40 13.60 13.80
o N N e e —— m/z 83.10 90.25%

m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83 lll|llll|llll|ll/\ll|llll
13.20 13.40 13.60 13.80
0
18 ”J m/z 69.10 85.97%
o ‘M‘L‘ J M A 140 168 195 238 266 308 33
i e T
m/z--> 150 200 250 300 350
Abundance
55
83 13.20 13.40 13.60 13.80
5000 m/z 43.10 82.99%
29 111
o 139 168 195 224 252
L e e e o e B S e e e e o o o I
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol B R
43 13.20 13.40 13.60 13.80
m/z 55.05 78.70%
5000 83
18 111
0 ‘ Ll les ' b | \139 168 196 224 252 278 308 336 364
....,... . T T T
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.45 2.22 ng 23966 Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 2.6.10-Dodecatrien-1-ol. 3.7.11-._.. 222 C15H260 004602-84-0 83
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
4 trans-Farnesol 222 C15H260 000106-28-5 78
5 Supraene 410 C30H50 007683-64-9 78
Abundance Scan 1125 (14.445 min): BF089518.D (-1123) (-) m/z 69.10 100.00%
69
5000
41
‘ | 121 149 14.20 14.40 14.60 14.80
obdubid gy P e | w/z 81.05  50.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4
14.20 14.40 14.60 14.80
o5 m/z 41.05 30.41%
o L] “\J ;17 ﬂ ‘161 191 217 273 299 341367 410
T I IR LN AR UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1420 1440 14.60 14.80_
5000! 41 m/z 95.10 18.97%
93
. 117137 161 191 222
m/z--> 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene R EAEAmmamw T EL
69 14.20 14.40 14.60 14.80
m/z 68.10 15.57%
5000 41
95
121
0 \‘t\L\ d [ (177 205225245 273 299 342
m/z--> 50 100 150 260 250 300 350 400 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 14 unknownl5.46 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.46 5.06 ng 54566 Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoaromadendrene epoxide 220 C15H240 1000159-36-6 35
2 1.5.9.13-Tetradecatetraene 190 C14H22 051487-38-8 35
3 1.4-Methano-1H-cvcloheptaldlpvri... 192 C12H20N2 1000221-85-4 22
4 1.8-Nonadiene. 2.7-dimethvl-5-(1... 192 C14H24 068702-20-5 22
5 Longipinane, (E)- 206 C15H26 1000156-14-5 22
Abundance Scan 1214 (15.462 min): BF089518.D (-1211) (-) m/z 95.10 100.00%
43 67
55
5000 233
H 15.20 15.40 15.60 15.80
O i m/z 81.00 93.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77549: 1soaromadendrene epoxide
41
55 WD
2000 27 67 81 %3 107 15.20 15.40 15.60 15.80
‘ 1211 149 177 m/z 93.10 91.85%
0 |....il.”“‘ ‘m\ ‘ ‘\\ 4 H \HH \HH\ \‘N ‘H\ — :"91 205 ZTOI ;
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
67
41 R DA IR B B
95 15.20 15.40 15.60 15.80
5000 55 /9 m/z 215.20 91.69%
27 197121138 147 161 175 190
O A e B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54582: 1,4-Methano-1H-cyclohepta[d]pyridazine, 4,4a,5,6,7... T T T
93 107 149 15.20 15.40 15.60 15.80
a1 81 m/z 67.10 87 .95%
67
5000 55 121
‘\\ L ‘H | 135 | 164
0 ..k..‘”‘lu‘l..‘l‘.‘” .“..“...‘.....ll.......|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Cholesta-3,5-diene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.61 13.17 ng 141988 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesta-3.5-diene 368 C27H44 000747-90-0 53
2 Allopreanane-3.beta..7.alpha.-di... 334 C21H3403 000566-20-1 43
3 Cholestervl benzoate 490 C34H5002 000604-32-0 37
4 Cholest-5-en-3-o0l (3.beta.)-. pr... 442 C30H5002 000633-31-8 32
5 1,4-Methanocycloocta[d]pyridazin... 204 C13H20N2 1000221-85-9 14
Abundance Scan 1227 (15.611 min): BF089518.D (-1224) (-) m/z 43.10 100.00%
43 107
5000
15:20 15.40 15.60 15.80 16.00
Ob—— m/z 107.10 92 .74%
m/z--> 50 100 150 200 250 300 350
Abundance #195842: Cholesta-3,5-diene
43 1 368
105 145
5000 247 |""|""|""|""|'A
15.20 15.40 15.60 15.80 16.00
213 m/z 105.10 86.97%
173 9 ‘ ‘ 284 326
0 —— \l‘le ‘uhh“u%u“ﬁhuhu “‘: IH\‘ \ul\ —r : I\I : |" ——
m/z--> 50 100 150 200 250 300 350
Abundance
43
15:20 15.40 15.60 15.80 16.00
5000 m/z 95.05 79.57%
81 107
o 133 150178 213 46 271 297316335
m/z--> - "55' B 160" ' iéo" "266 ' "250" ' 560" ' ééd o
Abundance #234180: Cholesteryl benzoate
105 15.20 15.40 15.60 15.80 16.00
368 m/z 91.00 79.47%
147
5000
(o} L
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089518.D

Aca On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample : H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl16.50 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.71 ng 29182 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (7R.8S)-cis-anti-cis-7.8-Epoxvtr... 178 C12H180 073285-35-5 35
2 10.12-Tricosadivnoic acid. methv... 360 C24H4002 1000333-59-4 27
3 Alloaromadendrene 204 C15H24 025246-27-9 27
4 1.4-Methanocvclooctaldlpvridazin... 204 C13H20N2 1000221-85-9 16
5 Caryophyllene 204 C15H24 000087-44-5 16
Abundance Scan 1305 (16.503 min): BF089518.D (-1302) (-) m/z 43.10 100.00%
43 71 107
281
5000
207 16.20 16,40 16.60 16.80
ok L At m/z 71.10 87.76%
m/z--> 50 100 150 200 250 300 350
Abundance #44089: (7R,8S)-cis-anti-cis-7,8-Epoxytricyclo[7.3.0.0(2,6..
67 |
41 93
5000
191 16.20 16.40 16.60 16.80
149 m/z 107.10 85.80%
‘ Im
0! \ . ‘. . ——T ——T ——T —
m/z--> 50 100 150 200 250 300 350
Abundance
91 119
16.20 16,40 16.60 16.80
5000 55 m/z 55.10 83.84%
147
o 29 73 175 204 559248 275 303 329 360
m/z--> 50 100 150 200 250 300 350
Abundance #64327: Alloaromadendrene e B
a1 16.20 16.40 16.60 16.80
91 m/z 97.10 82.93%
5000 119 161
189
ol——! IMI\J: '.19-.4‘#..“.‘2 |“.... N T
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\
Data File : BF089518.D

Acq On : 1 Aug 2016 18:56

Operator : UM/SJ

Sample - H4256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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_55 5.9 ng 63356 1 6.48 213977 20.0
unknown6 .24 6.24 58.7 ng 627584 1 6.48 213977 20.0
1-Hexanol, 2-ethyl- 6.56 5.8 ng 62043 1 6.48 213977 20.0
Indole 8.42 4.8 ng 72211 2 7.76 302026 20.0
Caffeine 11.18 5.1 ng 73715 4 10.98 288716 20.0
unknownl1l1.53 11.53 3.1 ng 44484 4 10.98 288716 20.0
unknownll.61 11.61 2.8 ng 40632 4 10.98 288716 20.0
unknownl1l1.73 11.73 2.5 ng 35991 4 10.98 288716 20.0
Decanoic acid, si... 12.32 2.2 ng 26917 5 13.60 246968 20.0
n-Tetracosanol-1 13.47 2.6 ng 32115 5 13.60 246968 20.0
Squalene 14 .45 2.2 ng 23966 6 14.93 215689 20.0
unknown15.46 15.46 5.1 ng 54566 6 14.93 215689 20.0
Cholesta-3,5-diene 15.61 13.2 ng 141988 6 14.93 215689 20.0
unknown16 .50 16.50 2.7 ng 29182 6 14.93 215689 20.0
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