LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample : H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 height area % max. total
1 4_.996 235 237 254 rVB 418887 609010 21.35% 2.365%
2 5.419 272 274 277 rBV 1957288 2169259 76.05% 8.423%
3 5.830 308 310 312 rBvV 58728 83654 2.93% 0.325%
4 6.459 363 365 368 rBvV 2125538 2165970 75.93% 8.410%
5 6.596 374 377 379 rBV 1984610 2544856 89.22% 9.882%
6 6.824 395 397 399 rBVY 685397 603930 21.17% 2.345%
7 6.973 408 410 413 rBV 1390268 1900290 66.62% 7.379%
8 7.384 444 446 449 rBV 1261116 1436313 50.35% 5.577%
9 8.105 507 509 512 rVB 838065 799302 28.02% 3.104%
10 9.190 601 604 606 rBV 2440009 2852486 100.00% 11.076%
11 9.533 631 634 636 rBv2 18861 34939 1.22% 0.136%
12 9.579 636 638 641 rBY 659540 551725 19.34% 2.142%
13 9.796 655 657 659 rBvV 69401 54923 1.93% 0.213%
14 9.865 660 663 665 rvB 805315 900146 31.56% 3.495%
15 10.025 675 677 681 rBvV2 12654 30579 1.07% 0.119%
16 10.288 697 700 702 rBvV 53906 92483 3.24% 0.359%
17 10.516 717 720 723 rBV2 27222 49093 1.72% 0.191%

18 10.653 729 732 734 rBV 1565544 1800113 63.11% 6.990%
19 10.768 740 742 744 rBV 87161 107113 3.76% 0.416%

20 10.836 746 748 751 rvv4 15676 37173 1.30% 0.144%
21 10.893 751 753 757 rVB4 14022 38912 1.36% 0.151%
22 10.973 757 760 763 rBV2 17186 28663 1.00% 0.111%
23 11.213 777 781 782 rBV 66949 71013 2.49% 0.276%

24 11.248 782 784 787 rVvV3 46035 116406 4.08% 0.452%
25 11.339 790 792 794 rvV 977300 955238 33.49% 3.709%

26 11.408 796 798 803 rVB3 16478 34936 1.22% 0.136%
27 11.636 815 818 821 rVB 29132 43590 1.53% 0.169%
28 11.876 837 839 845 rBvV 74220 117050 4._.10% 0.455%
29 12.368 879 882 885 rBv2 34100 50801 1.78% 0.197%
30 12.425 885 887 890 rvB 49074 57003 2.00% 0.221%
31 12.585 895 901 904 rBVS5 14686 48340 1.69% 0.188%
32 12.654 904 907 909 rBV 19734 29566 1.04% 0.115%
33 12.928 928 931 933 rBV 2924435 2693302 94.42% 10.458%
34 12.962 933 934 938 rvv3 33792 38796 1.36% 0.151%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample : H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF032416.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.031 938 940 941 rvv2 54069 56133 1.97% 0.218%
36 13.065 941 943 946 rVvV 52787 93852 3.29% 0.364%
37 13.156 948 951 953 rVB 27902 33009 1.16% 0.128%
38 13.694 995 998 1000 rVvB3 17529 35529 1.25% 0.138%
39 13.831 1006 1010 1011 rBV 87267 130931 4_.59% 0.508%
40 13.877 1011 1014 1016 rVB2 34529 46176 1.62% 0.179%
41 13.979 1020 1023 1025 rBV 576619 797899 27.97% 3.098%
42 14.128 1034 1036 1039 rVB2 18561 32940 1.15% 0.128%
43 14.219 1041 1044 1046 rBV3 38697 37524 1.32% 0.146%
44 14.311 1046 1052 1053 rBV2 43073 95532 3.35% 0.371%

45 14.345 1053 1055 1059 rVB3 94669 153837 5.39% 0.597%

46 14.905 1100 1104 1107 rBV4 226737 433180 15.19% 1.682%

47 14.951 1107 1108 1110 rVvB2 138363 96744 3.39% 0.376%

48 15.397 1144 1147 1154 rBV 346283 530096 18.58% 2.058%

49 18.643 1429 1431 1436 rVB4 14324 32824 1.15% 0.127%
Sum of corrected areas: 25753179
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF032416\

BF085736.D

25 Mar 2016 2:20

UM/SsJ

H1881-02

20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF085736.D

5.42

5.00

5.83

6.46
6.60

6.97

6.82

Ot—
Time-->

VAU
T

T B
6.00

I
5.00 5.50

Abundance
2500000
2000000
1500000
1000000} 4

500000

TIC: BF085736.D

9.19

10.65

11.34

123922 885 13.69

Time-->

0 ———

9.86
9.58

T L L a s e m S e s s
9.50

8.50 9.00 12.00

10.00 10.50 11.00 11.50

1
13.00 13.50

12.50

Abundance

2500000

2000000

1500000

1000000

500000 15.40
14,
G@ﬂ&f@%@ i

TIC: BF085736.D

18.64

17.50

16.00

16.50 17.00

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample - H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 20.17 ng 609010 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 237 (4.996 min): BF085736.D (-235) (-) m/z 43.05 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20 5.40
83
...,....,....,....I,'::..?.l.~:.|,...‘??....,.'...,....~,|....,....,....,....,...., m/z 59.10 60.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- [k
43
5000 LI UL UL LIS B
59 460 480 500 520 5.40
m/z 101.10 21.47%
15 31 101
‘ 11 ‘ ' 51 Il 83 ‘
mz-> 10 20 % 4 80 60 7o 80 80 100 110 10 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17.00%
68
50 126 14
wﬂmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one e ..
43 460 480 500 520 5.40
m/z 41.10 9.05%
5000
55
G/ 63 71 83 98
mze> 10 %0 30 4 % 80 7o 8 80 100 110 130 130 140 | | 460 450 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample - H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-methoxy-4-me... Concentration Rank 8

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

5.83 2.77 ng 83654 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 53
2 trans-5,6-Dimethyl-3,7,9-trioxab... 158 C8H1403 031759-27-0 23
3 N-_.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 23
4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 14

Abundance Scan 310 (5.830 min): BF085736.D (-308) (-) m/z 73.10 100.00%
5000
115 [rTrrrprrr T T T T T T T
56 100 540 560 5.80 6.00 6.20
el ek 88425 Thm/z 43.05  82.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 AR NN VRN
540 560 580 6.00 620
m/z 115.10 15.00%
15 29 | 56 100115
nes % G % b 1o o 1o 1o 3 o 2
Abundance
43
540 560 580 6.00 6.20
5000 36 m/z 41.10 12.02%
57 73 1001155 1sg
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7756: N-.alpha.-Acetylglycinamide
30 73 540 560 580 6.00 6.20
43 m/z 55.10 7.63%
5000
ol BB | 7100 117
L UL UL UL LSS AN L BN SRS UL LS RN RRLRE I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample - H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.60 Concentration Rank 1

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

6.60 84.28 ng 2544860 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 377 (6.596 min): BF085736.D (-374) (-) m/z 132.10 100.00%
132
5000
68
‘ % 620 6.40 6.60 6.80 7.00
40 - - - - -
S i + ) Lrer | asus o m/z 134.10  34.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S IS I UL
620 640 6.60 6.80 7.00
21 51 78 m/z 68.10 31.14%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
R AR AR AL
74 6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 19.66%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e EARAS EEa A
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.90%
5000 67
41 97
53
P o]
||||“|‘||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|0§||“|||H| —— ——r— ——r— I e R e
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample - H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.29 2.05 ng 92483 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Pentadecane 212 C15H32 000629-62-9 78
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
Abundance Scan 700 (10.288 min): BF085736.D (-697) (-) m/z 57.10 100.00%
5000
99 149 10,00 10.20 10.40 10.60
m/z 43.10 73.14%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73967: Hexadecane
57
5000 LN B BRI B B
10 00 10 20 10. 40 10. 60
m/z 71.10 60.26%
14 1] % 141 183 226
miz-> 0 50 160 150 200 250 300 350 400 4%0 560 séo 660
Abundance
57
10,00 10.20 10.40 10.60
5000 m/z 85.10 40.17%
97
141 183 225 267 309 351 393 432463 505 561 603
m/z--> 6 55 160 1%0 200 250 300 350 460 4%0 560 séo 660
Abundance #64575: Pentadecane R A=At
57 10 00 10 20 10. 40 10. 60
m/z 41.10 35.34%
5000
99
26, J |, 14 212
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 350 400 4&1;0 5(')0 5&'30 6(I)O 10 00 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample - H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.24 ng 107113 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 742 (10.768 min): BF085736.D (-740) (-) m/z 57.10 100.00%
57
5000 85
41
113 10.40 10.60 10.80 11.00
S N 120 32 "m/z 71.10 70.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107653: Eicosane
57
5000 41 85 DR A A R B
10. 40 10. 60 10 80 11.00
m/z 43.10 66.62%
\ ‘\ Ld il 169 197 225 253 292

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
57
R ILAR B mma EEE
10.40 10.60 10.80 11.00
s000 4 85 m/z 85.10 50.18%
mmmwwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82607: Heptadecane e R e e
57 10.40 10.60 10.80 11.00
m/z 41.05 30.47%
5000 4 85
| (13 141 169 196 240
e e e e e e S REAAE BaEEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample - H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.45 ng 117050 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 25
Abundance Scan 839 (11.876 min): BF085736.D (-837) (-) m/z 73.00 100.00%

5000

213 A\\

157171185 256 o A e e e
199 11. 60 11. 80 12. OO 12 20

143

m/z 60.10 79.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000 BN R R AR RARE

11,60 11.80 12.00 12.20
m/z 43.05  78.03%

256
Hm“m@%wmmmmMmmm\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
R B
43 11.60 11.80 12.00 12.20
5000 m/z 55.05 62.29%
129
29 87 115 171 - 214
15 i 152 198
T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid A BEmEs B S
3 60 78 11.60 11.80 12.00 12.20
m/z 57.10 61.28%
5000 29 129
185
228
o =N N 2 S LN (B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample - H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.07 2.35 ng 93852 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl-7-(1-meth... 234 C18H18 000483-65-8 94
2 2-1sopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 93
3 Phenanthrene, 3,4,5,6-tetramethyl- 234 C18H18 007343-06-8 86
4 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 86
5 1,4-Di-(4"-methylphenyl)buta-1,3... 234 C18H18 1000202-17-5 78

Abundance Scan 943 (13.065 min): BF085736.D (-941) (-) m/z 219.10 100.00%

219

5000
285 307 372 450 12.80 13.00 13.20 13.40
L o I m/z 234.20 60.90%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #78744: Phenanthrene, 1-methyl-7-(1-methylethyl)-
219
5000 A|||||||||||||||||||||||
12.80 13.00 13.20 13.40
189 m/z 204.10 38.27%
02 | “
NI/t R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
219
12.80 13.00 13.20 13.40
5000 m/z 203.10 25.53%
189
39 76 102 139165
e B i o o o N Enan o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #78731: Phenanthrene, 3,4,5,6-tetramethyl-
234 12.80 13.00 13.20 13.40
m/z 202.10 23.04%
5000
101 204
S0 VRN 1 U (VN 0 IR
m/z--> 50 100 150 200 250 300 350 400 450 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample - H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 9-Tricosene, (2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.28 ng 130931 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene, (2)- 322 C23H46 027519-02-4 99
2 Cyclotetracosane 336 C24H48 000297-03-0 98
3 1-Tricosene 322 C23H46 018835-32-0 95
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 93
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 87
Abundance Scan 1010 (13.831 min): BF085736.D (-1006) (-) m/z 57.10 100.00%
57
83

5000

13.60 13.80 14.00 14.20
m/z 83.10 74.75%

140 167191 251 281305 342370394 453

mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #129063: 9-Tricosene, (2)-
57 83

5000 111

13.60 13.80 14.00 14.20
m/z 97.10 69.61%

139 322
....‘,.‘.“a.‘H‘,‘l“.““‘.“l‘,‘“1.?.7.“1.9,6.2.2‘.1.2,52...2.971'..“..,....,....,....
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

55 83

13.60 13.80 14.00 14.20
5000 111 336 m/z 43.05 67 .00%

29 139
167 195 222 251 279 308

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129061: 1-Tricosene i B B
97 g3 13.60 13.80 14.00 14.20

m/z 71.10 63.08%

5000
111

29

\ | ) 130169 196 224 252 294 322

m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample - H1881-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Pregnan-20-one, 3,11-dihydr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.95 3.65 ng 96744 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pregnan-20-one, 3,1l1-dihydroxy-1... 539 C28H53N05Si2 057305-36-9 55
2 3Beta-ethoxy-3alpha-(methanesulf... 535 C31H53N04S 121176-79-2 10
3 Eicosanoic acid, tetradecyl ester 509 C34H6802 022413-04-3 10
4 3-Pyridinecarboxylic acid, 3,4-d... 535 C35H53N0O3 043119-47-7 9
5 3,3,3",3"-Tetramethyl-5,5",6,6"-_._.. 508 C33H4804 089929-65-7 9
Abundance Scan 1108 (14.951 min): BF085736.D (-1107) (-) m/z 207.05 100.00%
207 1249 . 836739 Aapg 471 508535
94 163 H 0
5000
14:60 14.80 15.00 1520
44 m/z 218.70 99.50%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #170625: Pregnan-20-one, 3,11-dihydroxy-17,21-bis[(trimeth...
5 310
43 | 10583
5000 NI DAL AL BV I
174 225 309 508 14.60 14.80 15.00 15.20
0
253 50, n 448 m/z 230.80 95.36%
| 37 539
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
456 535
M3 14160 14.80 15.00 1520
5000 217 m/z 202.10 95.20%
55 95
189 273
27 123182 oa5 | 316344 380 506
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169184: Eicosanoic acid, tetradecyl ester R T
43 14.60 14.80 15.00 15.20
313 m/z 227.10 90.73%
5000
241269 | | 341368 409 452480
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20

8270-BF032416.M Fri Mar 25 19:13:28 2016 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085736.D

Acq On = 25 Mar 2016 2:20

Operator : UM/SJ

Sample : H1881-02

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : 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... 5.00 20.2 ng 609010 1 6.82 603930 20.0
2-Pentanone, 4-me... 5.83 2.8 ng 83654 1 6.82 603930 20.0
unknown6 .60 6.60 84.3 ng 2544860 1 6.82 603930 20.0
Hexadecane 10.29 2.0 ng 92483 3 9.86 900146 20.0
Eicosane 10.77 2.2 ng 107113 4 11.34 955238 20.0
n-Hexadecanoic acid 11.88 2.5 ng 117050 4 11.34 955238 20.0
Phenanthrene, 1-m... 13.07 2.4 ng 093852 5 13.98 797899 20.0
9-Tricosene, (2)- 13.83 3.3 ng 130931 5 13.98 797899 20.0
Pregnan-20-one, 3... 14.95 3.6 ng 96744 6 15.40 530096 20.0
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