LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On : 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 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-BF012417 .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 3.961 161 164 167 rBvV 95707 141832 3.18% 0.426%
2 5.139 265 267 270 rBV 550271 619668 13.89% 1.859%
3 5.242 272 276 278 rVB 52248 56658 1.27% 0.170%
4 5.550 301 303 306 rBY 1879218 2006241 44.96% 6.019%
5 6.305 367 369 374 rBV 58508 78358 1.76% 0.235%
6 6.579 390 393 395 rBVY 1596503 1345271 30.14% 4.036%
7 6.727 403 406 409 rBV 3333481 3330886 74.64% 9.994%
8 6.967 424 427 429 rBVY 1110665 949595 21.28% 2.849%
9 7.127 438 441 443 rVB 3510255 3470628 77.77% 10.413%
10 7.367 459 462 464 rBvV2 32005 54756 1.23% 0.164%

11 7.527 473 476 478 rBV 2106190 3043582 68.20% 9.132%
12 7.653 485 487 491 rVB 47299 64667 1.45% 0.194%
13 8.259 538 540 542 rVB 1469579 1237703 27.73% 3.713%
14 9.345 632 635 637 rBVY 4657485 4462702 100.00% 13.389%
15 9.733 666 669 672 rBv2 139014 202710 4._.54% 0.608%

16 9.916 682 685 688 rBv2 38097 49092 1.10% 0.147%
17 10.019 692 694 697 rVB 931026 1298380 29.09% 3.896%
18 10.156 703 706 708 rBV 59291 52586 1.18% 0.158%
19 10.316 716 720 722 rBV 75232 93025 2.08% 0.279%

20 10.442 729 731 738 rVB3 89683 121348 2.72% 0.364%

21 10.819 761 764 766 rBV 2441038 2644821 59.27% 7.935%

22 10.911 769 772 773 rBV 108605 96390 2.16% 0.289%
23 10.934 773 774 777 rVvv2 41074 60411 1.35% 0.181%
24 11.036 781 783 784 rVB 38370 46574 1.04% 0.140%
25 11.174 794 795 797 rVB2 43789 56227 1.26% 0.169%
26 11.219 797 799 801 rBV 47136 61846 1.39% 0.186%

27 11.402 812 815 820 rvB2 107763 145899 3.27% 0.438%
28 11.516 823 825 827 rBV 1420386 1224904 27 .45% 3.675%
29 11.745 841 845 846 rBV3 36689 48939 1.10% 0.147%
30 12.042 869 871 876 rBv4 110424 189258 4.24% 0.568%

31 12.225 885 887 891 rvB3 40512 75409 1.69% 0.226%
32 12.774 929 935 938 rBvVS8 20516 88223 1.98% 0.265%
33 12.831 938 940 947 rVB3 81774 120648 2.70% 0.362%
34 12.934 947 949 952 rBV2 62796 116425 2.61% 0.349%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On : 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 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:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.979 952 953 958 rvB2 69419 91458 2.05% 0.274%
36 13.105 961 964 967 rBV 3703329 3593593 80.53% 10.782%
37 13.631 1008 1010 1011 rBV 56664 50914 1.14% 0.153%
38 13.665 1011 1013 1015 rVB 79196 81646 1.83% 0.245%

39 13.997 1040 1042 1049 rVB 84938 123273 2.76% 0.370%
40 14.145 1053 1055 1058 rBVY 808356 887143 19.88% 2.662%
41 15.620 1181 1184 1187 rBV 583544 846257 18.96% 2.539%

Sum of corrected areas: 33329946
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On - 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092460.D

4000000

7.13
6.73

3000000

7.53

2000000 5.55
6.58

6.97
1000000
5.14

3/.\96 A5.24 6.30 | 7.37(| 7.65

T e N

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: BF092460.D

4000000 13.11

3000000
10.82

2000000
8.26 11.52

1000000 10.02

\ 537399J10I513a44 aanzdl4) 1175 1204223 1224809 1838

R e e e e B e e e e e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092460.D

4000000
3000000
2000000
1000000 14.15

15.62
14.00 ]L

e e e e e e e e e B e e S e L

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:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On : 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.14 13.05 ng 619668 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 267 (5.139 min): BF092460.D (-265) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 DUSSEARSARRARAREE AR
4.80 5.00 5.20 5.40
O ey S8, SLO [l 601 831 | h/7 59.10  53.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LU I L I
59.0 480 500 520 540
m/z 58.10 15.79%
31.0 83.0 93010‘1.0
-
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 101.10 14 .33%
31.0
69.0 87.0
15.0 51.0 98.0
S UL S I IS UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— LI L B L B L
59.0 480 5.00 5.20 5.40
m/z 41.05 8.45%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On : 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2

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

6.73 70.15 ng 3330890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 406 (6.727 min): BF092460.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 5o || % oh0 550 680 700
o [ N AN 1 N .- B NSRS 2 B | R m/z 68.10 46.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR SEEUE ARRE
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 32.31%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.82%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole — e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.16%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On : 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 Benzenesulfonamide, N-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.40 2.38 ng 145899 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 95
2 Diphenvl ether 170 C12H100 000101-84-8 56
3 N-Benzenesulfonvloxv-2.2-bis(tri... 335 C10H7F6NO3S 055734-41-3 50
4 N.N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 47
5 Benzenesulfonyl chloride 176 C6H5CI02S 000098-09-9 47
Abundance Scan 815 (11.402 min): BF092460.D (-812) (-) m/z 77.05 100.00%
71.0 141.0
170.1
5000
7 1150 1100 Tuap 1100 110
Obrrrrrrrib et oo byt e e || M7z 141.00  88.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64847: Benzenesulfonamide, N-butyl-
77.0 141.0 170.0
5000 LN N U BN N
11.00 11.20 11.40 11.60 11.80
51.0 m/z 170.10 77.92%
LT R . N o oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
170.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 51.05 22.71%
510 77.0 141.0
115.0
0260
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #134906: N-Benzenesulfonyloxy-2,2-bis(trifluoromethyl)azir... LI e e e e
77.0 141.0 11.00 11.20 11.40 11.60 11.80
m/z 78.00 10.53%
5000
51.0
0 ‘ 335.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On : 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.04 3.09 ng 189258 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 59
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 50
4 Butvraldehvde. semicarbazone 129 C5H11N30 013183-21-6 49
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 43
Abundance Scan 871 (12.042 min): BF092460.D (-869) (-) m/z 43.10 100.00%
431 73.0
5000
97. 129.1 171.2 LR SUNILN SURIULN SN S
||| 152. -2 19412132 11.80 12.00 12.20 12.40
O m/z 73.00 86.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56047: Dodecanoic acid
73.0
43.0
5000 L SN BN BN UL
129.0 200.0 nmnmnmnm
157.0 ' m/z 60.00 84.78%
‘ ‘ 101.0 ‘ ‘
0.?‘80‘ I‘I\”ul\‘lu‘\ M”H\‘”\h - ‘k‘... ..‘}.81.(.)..|‘....|....|.
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60.0
11.80 12.00 12.20 12.40
5000 4110 m/z 57.10 75.68%
85.0 129.0
. 180 1110 1570 1860
m/z--> ﬁo Jo 65 85 160 150 1&0 1éo 180 260 250 '
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy! RS e e
73.0 11.80 12.00 12.20 12.40
m/z 55.10 75.10%
- W
44.0
97.0
0 ?-?(?wu \\“ W ||“‘|“||M|H‘||‘|“=12|??|14:H§?| ‘|1|7|3|0|||| ||||||2|3|5||0| T T T T —
m/z--> 20 40 6 80 100 120 140 160 180 200 220 1180 1200 1220 1240
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On : 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 unknownl12.93 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.93 2.62 ng 116425 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 46
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 37
3 Guanidine. N.N"-diphenvl- 211 C13H13N3 000102-06-7 20
4 Urea. N.N"-diphenvl- 212 C13H12N20 000102-07-8 14
5 Propanamide, N-phenyl-3-(phenylt... 257 C15H15NOS 126400-65-5 14

Abundance Scan 949 (12.934 min): BF092460.D (-947) (-) m/z 56.10 100.00%

56.1 93.1
5000

12 60 12. 80 13. 00 13. 20
(o} m/z 93.10 90.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0

5000 O B A
12 60 12. 80 13. OO 13.20

29.0 m/z 57.10 60.04%
83 0 129.0 257.0
0 Ll ‘ H AU ‘ 157018502130 ‘ L 28303120
T e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R R EEEEE
12.60 12.80 13.00 13.20
5000 m/z 43.05 44.86%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63579: Guanidine, N,N-diphenyl- AN B B
93.0 12.60 12.80 13.00 13.20
m/z 257.30 37.41%
5000
51.0 119.0 211.0
LV 0 S Y ... S A NN B N S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On : 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.98 2.06 ng 91458 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 93
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 52
3 1.4-Naphthalenedione. 2-(1-buten... 228 C14H1203 029366-43-6 47
4 TrimethvII5-(trimethvisilvD)-2-t... 228 C10H20SSi2 017906-71-7 42
5 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 40
Abundance Scan 953 (12.979 min): BF092460.D (-952) (-) m/z 213.10 100.00%
218.1
5000
> oro M 12.60 12.80 13.00 13.20
39,1 1411 169.1 . . . :
o S '| TRV U TENTY N o AT Y | . m/z 119.10 22.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 USRS SRR B R
12.60 12.80 13.00 13.20
010 119.0 m/z 57.10 19.00%
. 300 650 01 g0 1650 1950 24
m/z--> 20 4b 60 80 100 120 140 160 180 260 220
Abundance
213.0
12,60 12.80 13.00 1320
5000 m/z 214.10 18.16%
185.0
63.0 g6.0 128.0
O T T T T L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75007: 1,4-Naphthalenedione, 2-(1-butenyl)-3-hydroxy- e ABEE .A, e
213.0 12.60 12.80 13.00 13.20
m/z 228.20 15.72%
76.0
5000 51.0 115.0
27.0
171.0
. ' 230.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092460.D

Aca On : 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.78 ng 123273 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 91
Abundance Scan 1042 (13.997 min): BF092460.D (-1040) (-) m/z 57.10 100.00%
5%.1
83.1
5000
1591 1051 1 13160 1380 14,00 1420 1440
o} m/z 43.05 90.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #121981: 1-Docosene
55.0
5000 LRI AR SUNIL BURIL I
29.0 13.60 13.80 14.00 14.20 14.40
‘ m/z 83.10 76.22%
olrrpebilbe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0 97.0
69.0 LRI AR SUNILE SURIL I
13.60 13.80 14.00 14.20 14.40
5000 m/z 55.05 74 .19%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol A B
43.0 13.60 13.80 14.00 14.20 14.40
m/z 69.10 66.03%
5000 83.0
18.0
o LU 140.0 168.0196.0  238.0266.0  308.0 336.0
m/z--> %45%8mmnmmmmmmmmmmmwmmmmm ﬁmﬁmmﬁm%m%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012417\
Data File : BF092460.D

Acq On = 25 Jan 2017 5:37

Operator : UM/SJ

Sample : 11397-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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]
2-Pentanone, 4-hy... 5.14 13.1 ng 619668 1 6.97 949595 20.0
unknown6.73 6.73 70.2 ng 3330890 1 6.97 949595 20.0
Benzenesulfonamid... 11.40 2.4 ng 145899 4 11.52 1224900 20.0
Dodecanoic acid 12.04 3.1 ng 189258 4 11.52 1224900 20.0
unknownl12 .93 12.93 2.6 ng 116425 5 14.15 887143 20.0
Phenol, 4,4"-(1-m... 12.98 2.1 ng 91458 5 14.15 887143 20.0
1-Docosene 14.00 2.8 ng 123273 5 14.15 887143 20.0
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