LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090180.D

Aca On : 22 Sep 2016 1:03

Operator : UM/SJ

Sample : H4856-06 2X

Misc :

ALS Vial : 25 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 1.667 6 7 39 rVvB 1942714 4872547 100.00% 21.909%
2 4.581 260 262 271 rVB 186834 248648 5.10% 1.118%
3 5.061 302 304 307 rBVY 1087497 1183923 24.30% 5.323%
4 6.159 398 400 408 rBVY 1297379 1268065 26.02% 5.702%
5 6.273 408 410 412 rBV 1478170 1370292 28.12% 6.161%
6 6.502 428 430 433 rBV 607448 670541 13.76% 3.015%
7 6.662 441 444 446 rBV 1215689 1063395 21.82% 4.781%
8 7.073 478 480 488 rBV 788785 773540 15.88% 3.478%
9 7.793 541 543 547 rBVY 1033852 904026 18.55% 4 _.065%
10 8.879 635 638 640 rBVY 1122146 1323132 27.15% 5.949%

11 9.279 671 673 675 rBV 344140 392430 8.05% 1.765%
12 9.542 694 696 698 rBvV 807425 1007043 20.67% 4.528%
13 10.319 761 764 766 rBV 823647 804705 16.52% 3.618%
14 10.468 775 777 781 rVB2 54609 78078 1.60% 0.351%
15 11.005 821 824 825 rBV 1032726 898763 18.45% 4.041%

16 11.565 872 873 876 rvv3 48010 85325 1.75% 0.384%
17 11.611 876 877 881 rVB 45471 63503 1.30% 0.286%
18 12.205 926 929 931 rBV 325554 333839 6.85% 1.501%
19 12.422 945 948 950 rvv 327666 360709 7.40% 1.622%

20 12.491 950 954 958 rVB3 18887 51429 1.06% 0.231%
21 12.582 960 962 965 rvVv 1010837 1100595 22.59% 4.949%
22 12.857 984 986 990 rVB3 37079 51878 1.06% 0.233%
23 13.417 1031 1035 1036 rBV2 27532 56642 1.16% 0.255%

24 13.508 1040 1043 1046 rVvB2 212709 297497 6.11% 1.338%
25 13.611 1049 1052 1057 rBV 709067 1275583 26.18% 5.736%

26 14.137 1095 1098 1100 rBV3 67177 117536 2.41% 0.528%
27 14.400 1119 1121 1124 rBV2 122732 209565 4 _30% 0.942%
28 14.594 1136 1138 1143 rBV 142043 326553 6.70% 1.468%
29 14.845 1158 1160 1162 rVB 95272 121620 2.50% 0.547%
30 14.891 1162 1164 1166 rBV 124469 155932 3.20% 0.701%

31 14.948 1166 1169 1171 rBV 505165 772596 15.86% 3.474%

Sum of corrected areas: 22239930
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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\BF092116\
BF090180.D

22 Sep 2016 1:03

UM/SJ

H4856-06 2X

25 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

Abundance TIC: BF090180.D
1|67
1500000 6.27
6.14
6.66
5.06
1000000
7.07
6.50
500000
4.58
N
O B L o e e e e o e e e e e LA A e e e e e e LIS B e s e s e e 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: BF090180.D
1500000
8.88
7.79 11.00 12.58
1000000
9.54 10.32
500000
9.28 12.2112.42 13.5:
13.
10.47 Jl 111561 0.4 1286
e T e AR I e s
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: BF090180.D
1500000
1000000 6l 14.95
500000
0 T L e e e e T L e e e e B LA A e e e e e e N — T 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\BF092116\
Data File : BF090180.D

Aca On : 22 Sep 2016 1:03

Operator : UM/SJ

Sample : H4856-06 2X

Misc :

ALS Vial : 25 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 4

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

4.58 7.42 ng 248648 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 262 (4.581 min): BF090180.D (-260) (-) m/z 43.05 100.00%
a3
59
5000
101 et e
420 4.40 4.60 4.80 5.00
83
Ol e ..':|,....,-....-,....,....,....,....,....,2.97.. m/z 59.10 60.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RS RN AR
420 4.40 4.60 4.80 5.00
m/z 101.10 23 .35%
15 4 101
M 1y ' 83 L ‘
S L L S I S S B SR S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
420 440 460 480 500
5000 M m/z 58.10 17.77%
o 73 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R R S
43 420 4.40 4.60 4.80 5.00
m/z 41.10 7.99%
5000 101
28 59
15 ‘ 70 84
0...‘al.“.”..‘i‘l..“l‘i..‘.‘.l‘l...|‘....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090180.D

Aca On : 22 Sep 2016 1:03

Operator : UM/SJ

Sample : H4856-06 2X

Misc :

ALS Vial : 25 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 unknown6.27 Concentration Rank 2

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

6.27 40.87 ng 1370290 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 410 (6.273 min): BF090180.D (-408) (-) m/z 132.10 100.00%
32
5000 68
© g5t el 5 o 9|6 100 146 600 620 6.40 6.60
O L e e s A e L m/z 68.05 38.98%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 IR RSN B U
a1 o7 6.00 6.20 6.40 6.60
53 - 117 m/z 134.10 33.38%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T o e 7 8 8 160 110 130 10 140
Abundance
132
69 o 600 620 6.40 6.60
5000 m/z 66.10 23.00%
78
31 38 4, 51
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R B B
132 6.00 6.20 6.40 6.60
m/z 96.10 14.77%
5000
6 104
39 51 7 90 117
OH'W'“JH'“P“'W ”'P'ml”'d'”'Pw”l”NW'”'”t” T IR ARSI
m/z--> 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\BF092116\
Data File : BF090180.D

Aca On : 22 Sep 2016 1:03

Operator : UM/SJ

Sample : H4856-06 2X

Misc :

ALS Vial : 25 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 1,3-Dioxolane, 2-phenyl-2-(... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.51 4.66 ng 297497 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-phenvl-2-(phenv... 240 C16H1602 004362-19-0 64
2 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 64
3 Benzoic acid. 2-(3-nitrophenvle... 271 C15H13N0O4 1000368-22-4 64
4 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 50
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 43
Abundance Scan 1043 (13.508 min): BF090180.D (-1040) (-) m/z 105.10 100.00%
105
149
5000 77
> 13.20 13.40 13.60 13.80 |
ob b L bh L 1a 125 | 168184 218231249 am1 316 | o 1asTI0T 70 gow
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94234: 1,3-Dioxolane, 2-phenyl-2-(phenylmethyl)-
149
5000 B BN BN RN RARRS
105 13.20 13.40 13,60 13.80
77 m/z 77.05 40.82%
27 51 | 126 | 178195210
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
105 149
77 13.20 13.40 13.60 13.80
5000 m/z 57.10 16.21%
51
ol 30 122 165 211 287 _,AUJL_/MJN,j\wwAAN“JA”/xA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester R e R RR B
149 13.20 13.40 13.60 13.80
m/z 83.10 13.57%
105
ol-27 i L1220 165
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090180.D

Aca On : 22 Sep 2016 1:03

Operator : UM/SJ

Sample : H4856-06 2X

Misc :

ALS Vial : 25 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 6 13-Docosenamide, (Z2)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.40 5.42 ng 209565 Perylene-di12 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 89
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
3 d-Glucosamine 179 C6H13NO5 000090-77-7 50
4 Octadecanamide 283 C18H37NO 000124-26-5 43
5 trans-13-Docosenamide 337 C22H43NO 010436-09-6 41
Abundance Scan 1121 (14.400 min): BF090180.D (-1119) (-) m/z 59.05 100.00%

50
5000
41
8 114 14.00 14.20 14.40 14.60 14.80
140 163 189 278296 317 337 : : : : :
o oy 20 217 240259270290 SL7 28 m/z 72.10  80.44%
m/z--> 50 100 150 200 250 300 350
Abundance #174696: 13-Docosenamide, (2)-
59
5000 41 LRI BRI I BUNIURS S

14.00 14.20 14.40 14.60 14.80
m/z 55.10 44.95%

126 32033
ol1s |y | M‘w don " 150 184206 234254 276204 S0
m/z--> 50 100 150 200 250 300 350
Abundance
59
T
14.00 14.20 14.40 14.60 14.80
5000 a1 m/z 69.10 28.57%
oL 18 100 126 154 184 pp233 281
T T e
m/z--> 50 100 150 200 250 300 350
Abundance #44906: d-Glucosamine I RREEEEEES T
9 14.00 14.20 14.40 14.60 14.80
m/z 43.10 27 .40%
5000
30
0 180,190 130148166
- IIIIIIII IIIIIIIII T T T 7T IIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092116\
Data File : BF090180.D

Acq On : 22 Sep 2016 1:03

Operator : UM/SJ

Sample : H4856-06 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.58 7.4 ng 248648 1 6.50 670541 20.0
unknown6 .27 6.27 40.9 ng 1370290 1 6.50 670541 20.0
1,3-Dioxolane, 2-... 13.51 4.7 ng 297497 5 13.62 1275580 20.0
13-Docosenamide, ... 14.40 5.4 ng 209565 6 14.95 772596 20.0
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