LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051517\

Data File : BF095137.D

Aca On : 15 May 2017 21:23 Instrument :
Operator : SJ/MA BNA_F

Sample - 13147-06 ClientSampleld :
Misc : TP-3COMP

ALS Vial : 15 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-BF050217 .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 5.143 540 545 559 rBV 267591 578515 18.10% 2.257%
2 5.748 644 648 687 rBVY 1443293 2552396 79.83% 9.958%
3 6.325 741 746 756 rBV2 19737 39364 1.23% 0.154%
4 7.325 911 916 932 rBVY 1672233 2606164 81.52% 10.168%
5 7.442 932 936 951 rVB 2086902 2950721 92.29% 11.512%
6 7.778 989 993 1006 rBV 417515 533698 16.69% 2.082%
7 8.019 1029 1034 1051 rvB 1873589 2227680 69.68% 8.691%
8 8.678 1141 1146 1167 rBV 1230850 1671749 52.29% 6.522%
9 9.795 1332 1336 1353 rBV 504993 704442 22 .03% 2.748%
10 11.566 1632 1637 1658 rBVY 2357440 3197089 100.00% 12.473%

11 12.260 1751 1755 1766 rBV 212353 328247 10.27% 1.281%
12 12.624 1812 1817 1830 rBV2 548891 767203 24 .00% 2.993%
13 13.918 2032 2037 2060 rBV 961592 1491587 46.65% 5.819%
14 14.230 2087 2090 2094 rBV 28934 35127 1.10% 0.137%
15 15.030 2221 2226 2236 rBV 459991 620703 19.41% 2.422%

16 15.983 2384 2388 2399 rBV5 52089 122764 3.84% 0.479%

17 16.818 2526 2530 2537 rBV 45059 64398 2.01% 0.251%
18 17.118 2577 2581 2588 rVB 67294 96348 3.01% 0.376%
19 17.189 2590 2593 2599 rBV2 23351 33809 1.06% 0.132%
20 17.348 2615 2620 2630 rBV2 1939082 2249780 70.37% 8.777%
21 17.553 2650 2655 2657 rBV5 18760 32621 1.02% 0.127%
22 18.042 2734 2738 2747 rVB 727014 874402 27.35% 3.411%
23 18.148 2753 2756 2758 rBV 31578 35819 1.12% 0.140%
24 18.630 2836 2838 2843 rVB6 26900 44846 1.40% 0.175%

25 18.695 2845 2849 2855 rBV 446192 619856 19.39% 2.418%

26 19.718 3020 3023 3031 rBV5 65578 125584 3.93% 0.490%
27 19.971 3063 3066 3069 rBvV 75687 96558 3.02% 0.377%
28 20.265 3114 3116 3120 rVB 69639 67444 2.11% 0.263%
29 20.324 3124 3126 3129 rVV 85852 100520 3.14% 0.392%
30 20.377 3131 3135 3147 rVB 342487 540265 16.90% 2.108%

31 20.971 3233 3236 3242 rVB3 83682 139023 4 _.35% 0.542%
32 21.347 3298 3300 3305 rVB4 60320 82914 2.59% 0.323%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095137.D

Aca On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 25631636
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF051517\
: BF095137.D

: 15 May 2017 21:23

: SJ/MA

: 13147-06

- 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF095137.D

7.44
8.02
7.3‘

5.75
8.68

7.78
5.14

6.32

0
Time--> 2.

T
8.50

T
4.00

9.00

T T
3.00 3.50

T
7.50 8.00

T T
00 2.50

T T
5.50 6.00

6.50

7.00

T
4.50

5.00

Abundance

2000000

1500000

1000000

500000

TIC: BF095137.D

1157

13.92

12.62

9.80 15.03

12.26

14.23 15.98

0
Time-->

9.50

16.00 16.50

15.00 15.50

14.50

A
LN BN S S B S B B B BN B B B B N B B

12.50 13.00 13.50  14.00

11.00 11.50

12.00

10.00  10.50

Abundance

2000000

1500000

1000000

500000

TIC: BF095137.D

17.35

18.04
20.38

197?9972@@ 2

17.55

0
Time-->

23.50 24.00

22.00

22,50 23.00

21.00 21.50

20.00  20.50

19.00 19.50

18.00 18.50

17.00 17.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095137.D

Aca On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.14 21.68 ng 578515 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 545 (5.143 min): BF095137.D (-540) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.1 | 480 5.00 5.20 5.40
e e m/z 59.10 60.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 5.20 5.40
0
150 4, 1010 m/z 101.10 21.88%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 4.80 500 5.20 5.40
5000 m/z 58.10 15.18%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B AR
59.0 480 500 5.20 5.40
m/z 41.10 9.22%
5000 41.0 /k
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l RN SN LR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095137.D

Aca On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.44 Concentration Rank 1

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

7.44 110.58 ng 2950720 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 936 (7.442 min): BF095137.D (-932) (-) m/z 132.00 100.00%
132.0
40.0 540 | 850 %lo 6.9 7.20 7.40 7.60 7.80
o Y NSO .- B 1 N | N m/z 68.05 39.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL I I
7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.33%
| P H
mz-> 16 % 9 4 50 60 70 80 00 100 110 130 130 140
Abundance
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.75%
41.0 97.0
53.0
79.0 117.0
wwmm#wmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.20 7.40 7.60 7.80
m/z 69.10 14 .58%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095137.D

Aca On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4 Decanoic acid, silver(1+) salt Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.98 3.96 ng 122764 Phenanthrene-d10 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(1+) salt 278 C10H19A002 013126-67-5 58
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Oxalic acid. allvl dodecvl ester 298 C17H3004 1000309-24-0 25
4 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 18
5 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 14
Abundance Scan 2387 (15.977 min): BF095137.D (-2384) (-) m/z 43.05 100.00%
43.0|73.0
5000 129.1
\ L] 171 2 Zlf-z 256.2 15.60 15.80 16.00 16.20 16.40
L L] .,....,h. S m/z 60.00 99.27%
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0
43.0 155.0
5000
15.60 15.80 16.00 16.20 16.40
0
115.0 m/z 73.00 95.69%
N \,\uluw ll h\\\\ Lyl i 2170 2790 3300 3870
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
15.60 15.80 16.00 16.20 16.40
0
50001 29.0 129.0 m/z 57.00 95.05%
97.0 172.0
m/z--> 50 100 150 200 250 300 350
Abundance #142787: Oxalic acid, allyl dodecy! ester
41.0 15.60 15.80 16.00 16.20 16.40
m/z 41.00 76.06%
5000
71.0
L ” 1 10100 213.0
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095137.D

Aca On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 28.21 ng 874402 Chrysene-di12 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 98
2 Hexadecanamide 255 C16H33NO 000629-54-9 59
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Benzeneethanamine. 2-Ffluoro-.bet... 229 C11H16FNO3 061338-98-5 50
5 Silane, hexyl- 116 C6H16Si 001072-14-6 47
Abundance Scan 2738 (18.042 min): BF095137.D (-2734) (-) m/z 59.00 100.00%
59.0
5000
831 1121 17.80 18.00 18.20 18.40
140.1
0 oL1842 2122 205 BLE msz 72.00  66.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
17.80 18.00 18.20 18.40
29.0 m/z 55.05 35.94%
' 126.0
154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
'~ 17.80 18.00 1820 18.40
5000 m/z 41.05 28.84%
29.0 86.0,9701280 1700 2120  255.0
WWWWWTWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20317: Octanamide T T T T
59.0 17.80 18.00 18.20 18.40
m/z 43.05 22.74%
5000
200 8?0 114.0 143.0
| ]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095137.D

Aca On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 7 unknownl19.72 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.72 4.65 ng 125584 Perylene-di12 20.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ip-Cvanophenvl1-5-chlorobenzim... 253 C14H8CIN3 146132-86-7 38
2 Benz(a)anthracene-7-carbonitrile 253 C19H11N 007476-08-6 38
3 2-Chloro-11H-pvridol3".2"-4.51py... 253 C14H8CIN3 1000212-59-3 35
4 3-Chloro-11H-pvridol3".2"-4_.5Tpv... 253 C14H8CIN3 1000212-59-4 35
5 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 30
Abundance Scan 3023 (19.718 min): BF095137.D (-3020) (-) m/z 253.20 100.00%
258.2
5000 59.0

77.1300.2324.2 19.40 19.60 19.80 20.00
m/z 59.00 51.30%

0
169.0 200.0 225.9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104709: 2-[p-Cyanophenyl]-5-chlorobenzimidazole
253.0

5000
19.40 19.60 19.80 20.00

m/z 72.00 38.50%

63.0 90.0
|, 1290 164019102180 “‘

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

Abundance
253.0
19.40 19.60 19.80 20.00
5000 m/z 55.00 33.91%
39.0 63.0 87.0 %0 150.0174.0200.0224.0
TrmTrrrrrrrrrrrrﬂTrmTrrﬂTrrrrrrrﬂTrmTrmTrmTrrﬁTrmTrmTrme
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104711: 2-Chloro-11H-pyrido[3',2-4,5]pyrrolo[3,2-c]quinolin e R B RAREmEa
253.0 19.40 19.60 19.80 20.00
m/z 41.05 25.33%
5000

510 82.0 1090 13001640 191.0217.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. 40 19. 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095137.D

Aca On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzo[e]pyrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.27 2.50 ng 67444 Perylene-d12 20.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 90
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
3 Pervlene 252 C20H12 000198-55-0 89
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 76
5 Benzo[a]pyrene 252 C20H12 000050-32-8 76

Abundance Scan 3117 (20.271 min): BF095137.D (-3114) (-) m/z 252.10 100.00%
25p.1
5000
300 690 1L 4710 2171 299.0 336.2 371.4 20.00 20.20 20.40 20.60
m/z 250.10 33.92%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000 AR AR AR SRR INRE
20.00 20.20 20.40 20.60
m/z 253.10 31.69%
125.0
50.0 830 | 1740 223.0 |
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
20,00 20.20 20.40 20.60
5000 m/z 251.10 11.40%
126.0
51.0 83.0 174.0 223.0
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene TT T[T T T T[T T T T[T T T T TTTT
252.0 20.00 20.20 20.40 20.60
m/z 125.10 10.94%
5000
125.0
17.0 50.0 83.0 \H 174.0 2220
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095137.D

Aca On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 9 unknown20.97 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.97 5.15 ng 139023 Perylene-di12 20.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 43
2 2.3-Dimethvl-6-(3-methvl-butvrvl... 248 C15H2003 071940-30-2 38
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 38
4 2-Fluoro-3-trifluoromethvlbenzoi... 266 C11H10F403 1000331-61-6 27
5 Amiphenazole 191 C9HON3S 000490-55-1 27

Abundance Scan 3236 (20.971 min): BF095137.D (-3233) (-) m/z 191.20 100.00%
19.2
5000 69.1 109.1
231.1
149.1 AUV AR B
39,0 288.1321.1 383.4 20.60 20.80 21.00 21.20
m/z 69.10 43 .24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
5000 A UG U BN I
109.0 20.60 20.80 21.00 21.20
398.0 m/z 81.10 42 .51%
m M490 ‘ 260.0 355.0
——— \‘ “.‘ﬁ.‘.“.a‘l‘“.‘...ll...l....l‘...\.‘l.
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
20,60 20.80 21.00 21.20
5000 m/z 109.10 41 .06%
41.0 7601050 146.0 248.0
m/z--> 55 160 1éo 260 2%0 300 3éo 460
Abundance #66096: .beta.-iso-Methyl ionone LI B o
191.0 20.60 20.80 21.00 21.20
m/z 177.10 40.63%
5000{28.0
950 1350
"'l'L"MM'Jm'EJ'“'l"" U U DU U NN AU SR
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095137.D

Aca On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 _beta.-iso-Methyl ionone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.35 3.07 ng 82914 Perylene-d12 20.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 58
2 2H-1.2.3-Triazole-4-carboxaldehyv... 191 C9H6FN30 051306-43-5 43
3 9-Phenanthrenemethvl naphthalene... 376 C27H2002 093091-04-4 43
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
5 N-(3,4,5,6-Tetrahydro-1,3-thiazi... 192 C10H12N2S 003420-40-4 38
Abundance Scan 3300 (21.347 min): BF095137.D (-3298) (-) m/z 191.15 100.00%
191.2
5000 69.1
' 137.1
41.0 07.1 UL BRI UG
: 192 250.1 g0 1 312.1 3453 376.2 21.00 21.20 21.40 21.60
m/z 69.10 38.94%
m/z--> 50 100 150 200 250 300 350
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{28.0 LA BN U
21.00 21.20 21.40 21.60
950 13501630 m/z 95.10 37.89%
|||‘5|5.|0‘|||“|“:|‘“|\|‘i||‘|‘|||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
109.0 UL BRI UG I
21.00 21.20 21.40 21.60
5000 82.0 m/z 192.10 33.97%
162.0
m/z--> 50 100 150 200 250 300 350
Abundance #200780: 9-Phenanthrenemethyl naphthalene-2-acetate L B o
191.0 21.00 21.20 21.40 21.60
m/z 81.00 32.12%
5000
141.0
o
mz-> 50 100 150 200 250 300 350 21,00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051517\
Data File : BF095137.D

Acq On : 15 May 2017 21:23

Operator : SJ/MA

Sample : 13147-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.14 21.7 ng 578515 1 7.78 533698 20.0
unknown7 .44 7.44 110.6 ng 2950720 1 7.78 533698 20.0
Decanoic acid, si... 15.98 4.0 ng 122764 4 15.03 620703 20.0
9-Octadecenamide, ... 18.04 28.2 ng 874402 5 18.70 619856 20.0
unknown19.72 19.72 4.7 ng 125584 6 20.38 540265 20.0
Benzo[e]pyrene 20.27 2.5 ng 67444 6 20.38 540265 20.0
unknown20.97 20.97 5.2 ng 139023 6 20.38 540265 20.0
-beta.-iso-Methyl... 21.35 3.1 ng 82914 6 20.38 540265 20.0
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