LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090306.D

Aca On : 30 Sep 2016 00:42

Operator : UM/SJ

Sample : H5015-02

Misc :

ALS Vial : 21 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-BF092016.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 1.644 3 5 24 rVB 118469 304430 9.30% 0.990%
2 4.547 256 259 276 rVB 368788 720510 22.02% 2.344%
3 5.027 298 301 304 rBVY 2693111 3167755 96.82% 10.304%
4 6.124 394 397 400 rBVY 2506117 3222626 98.49% 10.482%
5 6.227 403 406 409 rvv 2815431 3154872 96.42% 10.262%
6 6.456 424 426 429 rBV 652633 682332 20.85% 2.219%
7 6.616 437 440 443 rBV 2687616 2528963 77 .29% 8.226%
8 7.039 474 A77 479 rBV 1982635 2293773 70.11% 7.461%
9 7.747 537 539 542 rBY 1019833 908252 27.76% 2.954%
10 8.833 631 634 637 rBY 3214235 3271889 100.00% 10.643%

11 9.233 667 669 672 rBVY 1042963 973918 29.77% 3.168%
12 9.496 690 692 694 rBV 1147164 968988 29.62% 3.152%

13 9.702 707 710 712 rBV 27091 34107 1.04% 0.111%
14 9.953 731 732 734 rVB 37622 39727 1.21% 0.129%
15 10.033 738 739 743 rVB3 40969 48520 1.48% 0.158%
16 10.170 749 751 758 rBV2 17358 47906 1.46% 0.156%
17 10.285 758 761 763 rBV 1655185 1782820 54.49% 5.799%
18 10.433 771 774 778 rVB 41277 72979 2.23% 0.237%
19 10.868 810 812 814 rBV 33527 39663 1.21% 0.129%
20 10.959 818 820 825 rBv2 508468 1054011 32.21% 3.428%
21 11.039 825 827 830 rVvB 50111 52522 1.61% 0.171%
22 11.222 838 843 846 rBv4 23336 43978 1.34% 0.143%
23 11.531 869 870 872 rvv2 26203 33444 1.02% 0.109%
24 11.576 872 874 879 rvB2 36851 63254 1.93% 0.206%
25 11.782 888 892 895 rvB3 24751 41240 1.26% 0.134%

26 12.159 923 925 928 rBV 308222 357215 10.92% 1.162%
27 12.388 942 945 947 rBV 318766 327188 10.00% 1.064%
28 12.548 957 959 962 rBV 1746467 2160699 66.04% 7.028%
29 12.788 978 980 981 rBV 35247 35583 1.09% 0.116%
30 13.474 1037 1040 1044 rBV2 103426 160967 4.92% 0.524%

31 13.576 1046 1049 1056 rVvVv2 653563 880313 26.91% 2.863%
32 14.102 1092 1095 1099 rVB2 37557 56165 1.72% 0.183%
33 14.445 1123 1125 1127 rVB 106979 112749 3.45% 0.367%
34 14.559 1133 1135 1140 rBV 101861 190216 5.81% 0.619%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090306.D

Aca On : 30 Sep 2016 00:42

Operator : UM/SJ

Sample : H5015-02

Misc :

ALS Vial : 21 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.674 1141 1145 1148 rVV2 16156 46472 1.42% 0.151%
36 14.799 1154 1156 1159 rBV 55233 64914 1.98% 0.211%
37 14.857 1159 1161 1163 rBV 58730 80609 2.46% 0.262%
38 14.902 1163 1165 1169 rBV 465524 522834 15.98% 1.701%
39 16.045 1262 1265 1269 rVB2 28114 52038 1.59% 0.169%
40 16.388 1292 1295 1301 rBV 25792 57790 1.77% 0.188%
41 18.057 1437 1441 1448 rBV7 26288 85349 2.61% 0.278%

Sum of corrected areas: 30743580
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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\BF092916\

BF090306.D

30 Sep 2016 00:42

UM/SsJ

H5015-02

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090306.D

Aca On : 30 Sep 2016 00:42

Operator : UM/SJ

Sample : H5015-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 3

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

4_.55 21.12 ng 720510 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 259 (4.547 min): BF090306.D (-256) (-) m/z 43.10 100.00%

43
5000
101

420 440 460 4.80

83
Ob e b S3ll89 e m/z 59.10  66.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L L L L L L L
420 4.40 4.60 4.80
m/z 101.10 24 .84%
o 25 3% 37 83 g3 101
I A B B B B BaNs s e o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59
31 g e e
420 4.40 4.60 4.80
5000 41 m/z 58.10 16.49%
73
15 47 53 87 102
O T T T T e T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #257: Guanidine T ....,....,.
43 59 420 4.40 4.60 4.80

m/z 41.10 8.66%

5000
28 ‘
0 ‘ | | |

m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090306.D

Aca On : 30 Sep 2016 00:42

Operator : UM/SJ

Sample : H5015-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.23 Concentration Rank 1

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

6.23 92.47 ng 3154870 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 406 (6.227 min): BF090306.D (-403) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 ® 104 600 620 640 6.60
54 : : :
0 ..,....,....,....,".'.‘.‘?,::..?.1...| SIPUREN -7 A NS . S [ N m/z 68.10 44.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LR L UL I U
6.00 6.20 6.40 6.60
3 78 m/z 134.10 32.95%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 m/z 66.10 27 .01%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- e EEaasEaE s S

132 6.00 6.20 6.40 6.60
m/z 69.10 17.45%

5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090306.D

Aca On : 30 Sep 2016 00:42

Operator : UM/SJ

Sample : H5015-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 5 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.47 3.66 ng 160967 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 1040 (13.474 min): BF090306.D (-1037) (-) m/z 83.10 100.00%

57 83

5000

:

13.20 13.40 13.60 13.80
m/z 57.10 95.42%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83

-

5000 LA L L L L L L L L L
13.20 13.40 13.60 13.80
29 m/z 97.10 88.86%
ol 167 196 224 252 280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
e e
13.20 13.40 13.60 13.80
5000 11 m/z 69.10 79.52%
29 139

167 195 222 250 280 308 336

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115906: 1-Nonadecene B e e
4, 13.20 13.40 13.60 13.80

m/z 55.10 78.16%

5000
125

:

154 182 210 238 266
L I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090306.D

Aca On : 30 Sep 2016 00:42

Operator : UM/SJ

Sample : H5015-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene

Concentration Rank 5

007683-64-9 91

R.T. EstConc Area Relative to ISTD
1445 431ng 112749 Perylene-di2  14.90
Hit# of 5 Tentative ID MW MolForm
‘1 supraere 410 C30H50  007683-64-9
2 Saualene 410 C30H50

3 .beta.-D-

Mannofuranoside. farnesvl- 384 C21H3606

4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240

000111-02-4 91

1000155-15-5 78

125529-10-4 50
035387-63-4 50

m/z

69.10 100.00%

5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18
Abundance Scan 1125 (14.445 min): BF090306.D (-1123) (-)
69
5000
41
95 121
ol p 13375203 296281
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000
41
95 137
0 ) 17 ] 163 191 217 245 273 299 341 367 410
A B B N N A T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
5000
41
95 137
o 117 | 161 191 217 244 273 299 341 367 410
T e e L IR B e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #204358: .beta.-D-Mannofuranoside, farnesyl-
69
41
5000 93
204
oL Ll Hm LLE s, 233 263 01 366386
m/z--> 50 100 150 200 250 300 350 400

-

14.20 14.40 14.60 14.80

m/z 81.10 49_.99%

5

14.20 14. 40 14. 60 14. 80

m/z 41.10 17.26%

:

14.20 14.40 14.60 14.80

m/z 95.10 13.06%

-

14.20 14.40 14.60 14.80

m/z 68.10 10.91%

-

14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090306.D

Aca On : 30 Sep 2016 00:42

Operator : UM/SJ

Sample : H5015-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl18.06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.06 3.26 ng 85349 Perylene-d12 14 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butoxvbenzvl alcohol 180 C11H1602 006214-45-5 27
2 Pvrimidine. 4-amino-2-methoxy- 125 C5H7N30 003289-47-2 25
3 3.5-Octadien-2-one 124 C8H120 038284-27-4 18
4 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 000931-96-4 15
5 3-Cyclopentylpropionic acid, 3-c... 216 C11H17Cl02 1000292-47-2 14
Abundance Scan 1441 (18.057 min): BF090306.D (-1437) (-) m/z 69.10 100.00%
89
43
5000 151 191205
|‘| ‘ | 17.80 18.00 18.20 18.40
Ot m/z 95.10 96.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45413: 4-Butoxybenzy! alcohol
95 123
5000 180 LA L L L L L L B LB
41 7 ﬂmmmmmmm
2 m/z 81.10 78 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 125
17.80 18.00 18.20 18.40
5000 68 m/z 123.10 72 .54%
40
o >4 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10492: 3,5—Octadien—2—one LA L B L LB
95 17.80 18.00 18.20 18.40
m/z 109.10 70.28%
43 81
5000
124
109
67
(o} e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840

8270-BF092016.-M Fri Sep 30 17:01:23 2016 Page: 8



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_F\DATA\BF092916\
BF090306.D

30

Sep 2016 00:42

UM/SJ
H5015-02

21

Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.23

Behenic alcohol

Supraene
unknownl18 .06

8270-BF092016.M Fri Sep 30 17:01:24 2016

4.55 21.1 ng
6.23 92.5 ng
13.47 3.7 ng
14 .45 4.3 ng
18.06 3.3 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

720510
3154870
160967
112749
85349

|--Internal Standard---|
| # RT Resp Conc]

682332 20.0
682332
880313 20.0
522834 20.0
522834 20.0

Page: 9



