LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041615\

Data File : BF078563.D

Acq On : 16 Apr 2015 14:04 Instrument :
Operator : TP/IZ BNA_F

Sample - 61889-01 ClientSampleld :
Misc : FK-GF-01-014-A
ALS Vial : 3 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-BF040115.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 1.450 21 23 29 rBv 110177 240115 13.53% 2.469%
2 1.530 29 30 47 rVB 929811 1774696 100.00% 18.245%
3 4.273 269 270 276 rBvY 40668 73432 4.14% 0.755%
4  4.902 323 325 332 rBY 352688 553584 31.19% 5.691%
5 6.296 444 447 453 rBY 591148 594355 33.49% 6.110%
6 6.399 453 456 458 rBV 620301 611387 34.45% 6.286%
7 6.685 479 481 484 rBV 160187 151130 8.52% 1.554%
8 6.867 495 497 500 rBV 438832 417987 23.55%  4.297%
9 7.393 541 543 545 rBVY 391199 373859 21.07% 3.844%
10 8.262 617 619 622 rBV 179186 218036 12.29% 2.242%

11 9.611 735 737 740 rVB 461300 622730 35.09% 6.402%
12 10.136 781 783 784 rBV 36298 45636 2.57% 0.469%
13 10.422 806 808 810 rVvB 274886 273293 15.40% 2.810%
14 11.394 890 893 896 rBvV 490283 484314 27.29% 4_.979%

15 11.634 911 914 917 rBV 12406 25374 1.43% 0.261%
16 12.239 963 967 969 rBV 308358 330842 18.64% 3.401%
17 12.617 998 1000 1005 rBV2 34878 76021 4.28% 0.782%
18 12.902 1023 1025 1028 rBV 16896 21678 1.22% 0.223%
19 13.017 1031 1035 1038 rBv4 20537 65813 3.71% 0.677%
20 13.177 1045 1049 1051 rBv4 11387 27211 1.53% 0.280%
21 13.222 1051 1053 1055 rBV2 11097 24636 1.39% 0.253%
22 13.565 1080 1083 1086 rBV2 21898 52804 2.98% 0.543%
23 13.725 1094 1097 1099 rBV 91431 129849 7.32% 1.335%
24 13.771 1099 1101 1103 rBV 35282 48524 2.73% 0.499%
25 13.828 1103 1106 1107 rBV3 26408 45723 2.58% 0.470%

26 14.000 1119 1121 1124 rVB 98493 100617 5.67% 1.034%
27 14.228 1138 1141 1144 rBV 681087 776170 43.74% 7.980%
28 14.297 1144 1147 1152 rVV2 39200 72736 4._.10% 0.748%
29 15.440 1245 1247 1250 rBV 118881 162022 9.13% 1.666%
30 15.508 1250 1253 1255 rBV 257627 350239 19.74% 3.601%

31 16.823 1365 1368 1370 rBV2 56912 128335 7.23% 1.319%
32 17.280 1405 1408 1410 rBV 215918 326234 18.38% 3.354%
33 17.943 1463 1466 1470 rVB2 93788 206348 11.63% 2.121%
34 18.286 1494 1496 1503 rVB3 79219 171058 9.64% 1.759%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.480 1685 1688 1694 rVB5 52495 150068 8.46% 1.543%

Sum of corrected areas: 9726856
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF078563.D
1|53
800000
40
600000 6.
6.87
400000 4.90 739
200000
14 6.68
S 4.27
Y | W S VA S | G | G | G
Time--> 1.50 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: BF078563.D
14.23
800000
600000
11.39
9.61
400000
12.24
10.42
200000 8.26

12.62 121)aB3182

10.14 11.63
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 14.00 14.50
Abundance TIC: BF078563.D
800000
600000
15.51 17.28

400000

200000

L

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.27 9.72 ng 73432 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 270 (4.273 min): BF078563.D (-269) (-) m/z 43.10 100.00%
a3
59
5000
1 400 420 440 460
83 : : : :
...,....,....,....','.-:..??.'.-!,....,....,.~...,...:,|....,. m/z 59.10 52.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN IULRE ARSI AR
59 400 420 440 4.60
m/z 101.10 17 .94%
15 31 101
25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
400 420 440 460
5000 m/z 58.10 14 .49%
55
21 37 a9 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R B i mam s L
43 4.00 4.20 4.40 4.60
m/z 41.10 9.01%
5000
101
15 253137 || 51 %8 9 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 400 420 440 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 4 unknown6.40 Concentration Rank 2

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

6.40 80.91 ng 611387 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 456 (6.399 min): BFO78563.D (-453) (-) m/z 132.00 100.00%
5000 68
INREBE NSRS AR
40 54 J 6.00 6.20 6.40 6.60 6.80
ST -|-| A ?.7.!,]19“?..,.. | m/Zz  68.10  36.08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR UL AN LS
6.00 6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 33.07%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 640 6.60 6.80
5000 67 m/z 66.10 22.95%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R ARE EEE R TR
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 14 .54%
5000 og 0
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . SN O SN
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 Acetic acid, trifluoro-, te... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.62 4.60 ng 76021 Phenanthrene-d10 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, trifluoro-, tetrade... 310 C16H29F302 006222-02-2 91
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
3 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 90
4 Pentafluoropropionic acid, tride... 346 Cl6H27F502 1000280-07-3 87
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 87
Abundance Scan 1000 (12.617 min): BF078563.D (-998) (-) m/z 55.10 100.00%
41 9 83

5000

v

12.40 12.60 12.80 13.00
m/z 69.10 93.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122754: Acetic acid, trifluoro-, tetradecy! ester

N
w
[¢)]
a1

5000 e e e S EEmmE
83 12. 40 12 60 12. 80 13. 00
|

971 m/z 43.10 87.38%
il Il “\ | 125 140 155168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

%

55

43 69 83 12.40 12.60 12.80 13.00

5000 97 m/z 83.10 85.85%
29

111
125139154168181195 224 252

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

%

Abundance #133499: Pentafluoropropionic acid, dodecy! ester LI o e e S
43 12.40 12.60 12.80 13.00
57 m/z 57.10 84.77%
5000
29 0 83 W

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 unknownl3.57 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.57 3.19 ng 52804 Phenanthrene-d10 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 47
2 Tetradecane, 6,9-dimethyl- 226 C16H34 055045-13-1 47
3 Heptadecane 240 C17H36 000629-78-7 47
4 Pentadecane 212 C15H32 000629-62-9 47
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 47
Abundance Scan 1083 (13.565 min): BF078563.D (-1080) (-) m/z 57.10 100.00%
| M
5000
4 I e e
| 13.20 13.40 13.60 13.80
S——1 N m/z 71.10 52.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115575: Eicosane, 10-methyl-
57
5000 4 85 AR BUAUSI BR UL B
1320 13.40 13.60 13.80
m/z 43.10 49 _45%
Al ‘ L8 1519169 197 poan3g 266281296
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
13.20 13.40 13.60 13.80
5000 41 m/z 85.10 41.71%
85
155
26 113 149 182197 226
wﬁwmmwwmwwwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane L m e B o
57 13.20 13.40 13.60 13.80
m/z 55.10 33.19%
85
5000 4
J‘ b 1}3 141 169 197212 240
m/z--> 20 45 60 80 100 120 140 1éo 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\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 Tetracontane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.83 2.76 ng 45723 Phenanthrene-d10 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane 563 C40H82 004181-95-7 53
2 Tridecane, 6-propyl- 226 C16H34 055045-10-8 52
3 5,5-Dibutylnonane 240 C17H36 006008-17-9 50
4 Hexadecane 226 C16H34 000544-76-3 49
5 Decane 142 C10H22 000124-18-5 47

Abundance Scan 1106 (13.828 min): BF078563.D (-1103) (-) m/z 71.10 100.00%
5000 _ANV,J\FkuvkaV,pfypA/\}\
1360 13.80 14.00 14.20
Y m/z 57.10 97 .29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171550: Tetracontane
57
5000 85 LN BRI I SR B
13.60 13.80 14.00 14.20
m/z 43.10 76 .66%
2]} fd‘ﬂﬁl}§9}97225253281309337365393421449477505533562
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
71 SR PR NI R B
13.60 13.80 14.00 14.20
5000 m/z 85.10 48.18%
126154183 AAAJJy/\A\fqb/khd,ﬁJ\Aﬁjﬂb/\
226
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82609: 5,5-Dibutylnonane T
57 13.60 13.80 14.00 14.20
m/z 55.10 45_.68%
5000 8
29 183
13
L g
mz-> 50 100 150 200 250 300 350 400 450 500 550 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.30 4.15 ng 72736 Chrysene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58

2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 58
3 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 53
4 Pentadecane 212 C15H32 000629-62-9 53
5 Octacosane 394 C28H58 000630-02-4 53
Abundance Scan 1147 (14.297 min): BF078563.D (-1144) (-) m/z 57.10 100.00%
57
5000 85
4 i 215 e A S m
| g 154169 197 14.00 14.20 14.40 14.60
S ,.".!.,-l...:",..".l. B0y m/z 71.10 83.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107666: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 LA L L L L L L L
4 85 14.00 14.20 14.40 14.60
m/z 43.10 49_23%
113 183
o8 || [l | s °2198 225 253 282
T T T T R T T T SRR [ o T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 41.19%
41
113 10
26 141 169184 225240255 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83812: Tridecanol, 2-ethyl-2-methy!- B AL B A R o B
57 14.00 14.20 14.40 14.60
m/z 69.10 25 .45%
5000 85
4
113 211
141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 11 1-Pentadecanethiol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.44 9.25 ng 162022 Chrysene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 93
2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
3 Cyclotetradecane 196 C14H28 000295-17-0 86
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 81
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 81

Abundance Scan 1247 (15.440 min): BF078563.D (-1245) (-) m/z 43.10 100.00%

%

5000

15.20 15.40 15.60 15.80
m/z 57.10 95.13%

139154169 196211226 244 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84854: 1-Pentadecanethiol

%

5000

15.20 15.40 15.60 15.80
m/z 83.10 94.66%

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 15.20 15.40 15.60 15.80
5000 m/z 69.10 93.14%
I \/«/\,\/\LM\'
27 39

154 181 208224 250 297

S AR AL LA LA LA SRS DRSS SRR BN SN SRR BARAN SRR DRSS S

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

Abundance #53619: Cyclotetradecane R AR RRRES T
15.20 15.40 15.60 15.80

m/z 55.10 90.82%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 12 unknownl7.94 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.94 12.65 ng 206348 Perylene-di12 17.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (7a-l1sopropenyl-4,5-dimethylocta... 222 C15H260 1000187-02-9 37
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 37
3 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 35
4 Silane, 1,3-decadiynyltrimethyl- 206 C13H22Si 084751-17-7 32
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 27
Abundance Scan 1466 (17.943 min): BF078563.D (-1463) (-) m/z 191.15 100.00%
191
5000 69 123
95
41 163 231 R JURN SURURN SUNR
264 315 365 17.60 17.80 18.00 18.20
23 289 m/z 123.10  44.65%
m/z--> 50 100 150 200 250 300 350
Abundance #71014: (7a-1sopropenyl-4,5-dimethyloctahydroinden-4-yl)me...
191
95
135
s000] 41 R SURN SURURN SUNRE
69 17.60 17.80 18.00 18.20
é m/z 69.10 43.99%
161
¥lwmth\Lwllll R
m/z--> 50 100 150 200 250 300 350
Abundance
95 191
4 17.60 17.80 18.00 18.20
5000 67 m/z 81.10 43.94%
135
114 161 210 236 264 303
m/z--> 50 100 150 200 250 300 350
Abundance #60190: .beta.-iso-Methyl ionone R B AR
191 17.60 17.80 18.00 18.20
m/z 177.20 39.80%
5000{ 28
135 163
69 \
"|'L"ANLJ"E""‘ R U UL P U SURN SURURN SUNE
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 13 unknownl18.29 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.29 10.49 ng 171058 Perylene-di12 17.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 46
2 Propenamide, 3-(3,4-dimethoxyphe... 313 C18H19NO0O4 339165-72-9 43
3 Isoquinoline, 1,2,3,4-tetrahydro... 283 C18H21N0O2 036646-87-4 40
4 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 37
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16CIFN2S 1000298-18-2 35
Abundance Scan 1496 (18.286 min): BF078563.D (-1494) (-) m/z 191.15 100.00%
191
5000
o I 123
163 SRR SR BRI U
Al 218240 269 300 397 18.00 18.20 18.40 18.60
m/z 95.10 38.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
50001 28 R PR SN UL SUNRAL
18.00 18.20 18.40 18.60
. 135 163 m/z 123.10 31.19%
III‘II‘I ““““:‘lu‘u‘u‘uuuu||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
125 18,00 18:20 18.40 18.60
5000 m/z 81.10 25.56%
51 77 163 313
102 | 143 211253 284
m/z--> 50 100 150 200 250 300 350 400
Abundance #108147: Isoquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-meth... Al Emma s B
191 18.00 18.20 18.40 18.60
m/z 69.10 25.16%
5000
120
L 0 2P
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 unknown20.48 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.48 9.20 ng 150068 Perylene-di12 17.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 38
2 2(1H)-Naphthalenone, 5-[2-(3-Ffur... 302 C20H3002 059742-40-4 35
3 5,17-Dehydroallomatridine, (6.be... 232 C15H24N2 053537-50-1 35
4 Pyrimidine, 5-formamido- 123 C5H5N30 056621-84-2 27
5 2(1H)-Naphthalenone, 4a,5,6,7,8,... 234 C15H2202 109897-57-6 27
Abundance Scan 1688 (20.480 min): BF078563.D (-1685) (-) m/z 69.10 100.00%
69 95
125
sooo] A

20.20 20.40 20.60 20.80
m/z 95.10 97.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68220: 6-sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
5

20.I20 20.I4O 20!60 20.I80
m/z 109.10 54.71%

5000

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

95

41 123 R e o
20.20 20.40 20.60 20.80

5000 302 m/z 125.10 53.63%
69 208

190
165 274

mﬁwmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77538: 5,17-Dehydroallomatridine, (6.beta.)- R B LA M e e
20.20 20.40 20.60 20.80

m/z 81.10 52 .24%

149

5000

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078563.D

Acq On : 16 Apr 2015 14:04

Operator : TP/1Z

Sample - G1889-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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... 4.27 9.7 ng 73432 1 6.68 151130 20.0
unknown6 .40 6.40 80.9 ng 611387 1 6.68 151130 20.0
Acetic acid, trif... 12.62 4.6 ng 76021 4 12.24 330842 20.0
unknown13.57 13.57 3.2 ng 52804 4 12.24 330842 20.0
Tetracontane 13.83 2.8 ng 45723 4 12.24 330842 20.0
Hexadecane, 2,6,1... 14.30 4.2 ng 72736 5 15.51 350239 20.0
1-Pentadecanethiol 15.44 9.3 ng 162022 5 15.51 350239 20.0
unknownl7.94 17.94 12.7 ng 206348 6 17.28 326234 20.0
unknown18.29 18.29 10.5 ng 171058 6 17.28 326234 20.0
unknown20.48 20.48 9.2 ng 150068 6 17.28 326234 20.0
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