LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 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-BF032017.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 2.115 18 20 23 rBv 110025 128948 2.36% 0.265%
2 5.018 271 274 280 rBV 502671 712783 13.04% 1.468%
3 5.441 307 311 313 rBVY 4005753 5082600 93.01% 10.464%
4 6.470 397 401 403 rBVY 4215456 5464459 100.00% 11.250%
5 6.607 409 413 415 rBV 4048989 5219136 95.51% 10.745%
6 6.836 430 433 435 rBVY 1836416 1581119 28.93% 3.255%
7 6.996 444 447 449 rVB 3829266 3921891 71.77% 8.075%
8 7.396 479 482 484 rBV 3132301 3150041 57.65% 6.485%
9 7.647 498 504 506 rBvV3 32649 71725 1.31% 0.148%
10 8.116 543 545 548 rBVY 2032416 2022979 37.02% 4.165%
11 8.562 581 584 586 rBV 57937 74764 1.37% 0.154%
12 9.202 637 640 642 rVB 4815224 5327930 97.50% 10.969%
13 9.282 645 647 650 rBV2 47840 82495 1.51% 0.170%
14 9.533 666 669 672 rBV3 37695 91584 1.68% 0.189%
15 9.590 672 674 675 rVvV 517126 471672 8.63% 0.971%
16 9.613 675 676 677 rVB 85910 60604 1.11% 0.125%
17 9.865 696 698 701 rBY 1662054 2224056 40.70% 4 _.579%
18 10.070 712 716 718 rBV5 29111 71990 1.32% 0.148%
19 10.150 721 723 725 rBV2 52881 90535 1.66% 0.186%
20 10.322 736 738 739 rvVv 58627 81886 1.50% 0.169%

21 10.539 754 757 760 rBV 83562 107864 1.97% 0.222%
22 10.653 764 767 770 rVB 2715100 2671914 48.90% 5.501%
23 10.802 777 780 782 rBV 169993 275661 5.04% 0.568%
24 11.236 816 818 819 rBv2 106082 105080 1.92% 0.216%

25 11.271 819 821 823 rVB 53933 70135 1.28% 0.144%
26 11.351 825 828 830 rBV 1779633 1991123 36.44% 4._.099%
27 11.659 853 855 857 rBvV 58745 54996 1.01% 0.113%
28 11.888 873 875 876 rBv2 57444 56450 1.03% 0.116%
29 12.551 932 933 935 rBV 60703 64736 1.18% 0.133%
30 12.608 935 938 940 rvv3 27377 55919 1.02% 0.115%
31 12.779 950 953 954 rBvV 50236 61578 1.13% 0.127%

32 12.928 964 966 969 rBV 3150820 3438765 62.93% 7.080%
33 13.831 1043 1045 1051 rVB 173939 237567 4 _.35% 0.489%
34 13.968 1055 1057 1060 rBV 1446534 1383333 25.32% 2.848%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.471 1098 1101 1103 rBV 95909 143431 2.62% 0.295%

36 14.974 1143 1145 1146 rBV 56487 72169 1.32% 0.149%
37 15.374 1177 1180 1183 rBV 870754 1166227 21.34% 2.401%
38 15.900 1223 1226 1230 rVB5 37442 95069 1.74% 0.196%

39 16.060 1238 1240 1247 rVB2 64969 146664 2.68% 0.302%
40 16.471 1273 1276 1280 rVB 60673 121467 2.22% 0.250%

41 17.488 1362 1365 1367 rBV3 23277 54913 1.00% 0.113%

42 18.883 1483 1487 1493 rBV7 29045 103152 1.89% 0.212%

43 19.031 1496 1500 1506 rVvB7 25935 84121 1.54% 0.173%

44 19.237 1516 1518 1525 rVBS8 20881 75433 1.38% 0.155%
Sum of corrected areas: 48570964
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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: BF093770.D
6.61
4000000 5.44 7.00

7.40
3000000

2000000 6.84

1000000

5.02

o — D

T T
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: BF093770.D

4000000

12.93
3000000 10.65

8.12

2000000 9.86 11.35

1000000

8.56 10107180.3210.54| 1080 141247 11 6611.89 1Q@%EL_M_,M~_

0 e L B e e e B e B e e e i e e e o e e e e L B e e e e e LA B S e o e B S

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: BF093770.D

4000000

3000000

2000000

13.97

1000000

13.8 14.47

T T e

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\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 9.02 ng 712783 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 274 (5.018 min): BF093770.D (-271) (-) m/z 43.05 100.00%
43.0
5000 91
101.1 [rrrr T
| 831 | 460 4.80 5.00 5.20 5.40
Orrr e e e e e e m/z 59.10 50.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL LS UL
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 18.32%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 58.10 16.76%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: l—Propen—Z—oI, acetate | L BN B B ]
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.13%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.61 Concentration Rank 1

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

6.61 66.02 ng 5219140 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 413 (6.607 min): BF093770.D (-409) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 oAl Ak AT o
40.1 540 J 6.20 6.40 6.60 6.80 7.00
bt -|-|.'.8,19. Aguso g m/z 68.10 34.66%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 M
5000 I RS R L R
620 640 6.60 6.80 7.00
310 5L0 m/z 134.00 34 .24%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 21.79%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.77%
5000 67.0
41.0 97.0
‘ 117.0
oL HS‘LO\HHF ....“luuH. N — R R I L
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 4 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.77 ng 275661 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 83
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
Abundance Scan 780 (10.802 min): BF093770.D (-777) (-) m/z 57.10 100.00%
57.1
5000
113.1 PN A A B
183.2 10.40 10.60 10.80 11.00 11.20
Ol el 1412 215.2 m/z 71.10 77.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 UL SRR
85.0 10 40 10. 60 10 80 11. oo 11. 20
29.0 113.0 m/z 43.10 56.62%
M ) 1830 2110 2530 2820
m/z--> ﬁo Jo éo 85 160 150 1&0 160 180 200 220 240 260 2éo
Abundance
57.0
10,40 10.60 10.80 11.00 11.20
5000 m/z 85.10 30.35%
29.0 85.0

o 130 ;o 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99491: Hexadecane, 2,6,10-trimethyl- A = o L
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 26.42%
5000
85.0 1120 183.0
0 ‘\ ‘ L H‘ I | 225.0 253.0
R R AR AR AR AR R B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 Z-8-Hexadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.43 ng 237567 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-8-Hexadecene 224 C16H32 1000130-87-5 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Heptadecanol 256 C17H360 001454-85-9 90
5 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 87
Abundance Scan 1045 (13.831 min): BF093770.D (-1043) (-) m/z 57.10 100.00%

57.1
83.1
5000
139.2 182.2 210.2 237.2 13.60 13.80 14.00 14.20
Ot m/z 43.10 88.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72490: Z-8-Hexadecene
41,0
5000 LA L B L LB L L B B
13.60 13.80 14.00 14.20
0
1950 m/z 55.10  84.50%
0 153.0 196.0
ARNREEEEAY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R N IER S S
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 78.24%
29.0
125.0
153.0 181.0 308.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene R AR RRRES T
.0 13.60 13.80 14.00 14.20
m/z 97.10 69.20%

5000

125.0

:

154.0 182.0 210.0 238.0 266.0
R e o e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 17-Pentatriacontene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.07 ng 143431 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
3 Cvclohexadecane 224 C16H32 000295-65-8 83
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 83
Abundance Scan 1101 (14.471 min): BF093770.D (-1098) (-) m/z 57.10 100.00%
57.1
[ W
5000
] 1991 141 299 2621 "T4150 1440 1480 1450
0...|.‘...|..‘l'l"'“"'“.‘“'l“‘f“'.'.|....|....|....|....| m/z 43.10 81.31%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57.0
97.0
5000 L B B SR SR
14.20 14. 40 14. 60 14. 80
m/z 83.10 77.82%
o150 | “ “H \‘H m\u “\. It “8‘1 9 %2?9 267.0306.0 348.0 390.0 434.0 _490.0
miz--> 0 55 250 300 350 460 4éo
Abundance
57.0
97.0 14.20 14.40 14.60 14.80
5000 m/z 69.10 67.63%
. 139.0 181.0 224.0 271.0309.0 /WWVA/\M/\/\/\/\/
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #72491: Cyclohexadecane B A RRREE R
55.0 14.20 14.40 14.60 14.80
m/z 55.10 63.32%
7.0
5000
| 1[39.0 181.0 224.0
ot by, - R I e e
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4éo ' 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 unknownl6.06 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.06 2.52 ng 146664 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-bis(1l.1-dimethvlethvl)- 206 C14H220 001138-52-9 30
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 27
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 25
4 lsoaquinoline. 1.2.3.4-tetrahvdro... 283 C18H21NO2 036646-87-4 25
5 1H-Pyrrolo[3,4-c]pyridine-1,3,(2... 191 C9HIN302 298688-32-1 22
Abundance Scan 1240 (16.060 min): BF093770.D (-1238) (-) m/z 191.20 100.00%
191.2
5000
2172 2461 277.2 ' 15.80 16.00 16.20 1640
0! m/z 95.10 54 _.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60207: Phenol, 3,5-bis(1,1-dimethylethyl)-
191.0
5000 LRI UL BUL RN B B
57.0 1580 16.00 16,20 16.40
m/z 81.10 48.14%
91.0 135.0 163.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191.0
" 15.80 16.00 16.20 16140
5000 m/z 123.10 40.32%
43.0 600 910 123.0 149.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60190: .beta.-iso-Methyl ionone R B A B
191.0 15.80 16.00 16.20 16.40
m/z 69.10 39.98%
5000{28.0
so0 950 135.0 163.0
0 I'"'I""I""I"""I"""I“""'I"‘II A SRR SRR SLE RN BEAAE BEARE BRAR IR LU DU DL L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093770.D

Aca On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample : 12271-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 1-Cyclohexene, 1,3,3-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.08 ng 121467 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 50
2 1.1-Dithiophenvl-2-ethvl-cvclobu... 300 C18H20S2 122732-87-0 47
3 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 43
4 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 40
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 38
Abundance Scan 1276 (16.471 min): BF093770.D (-1273) (-) m/z 191.15 100.00%
| J\M\Aﬁ//\/\m
5000
60.1, %t g
43.1 : 163.1 B AN RS ma
222.2 273.2300.2 16.20 16.40 16.60 16.80
o} m/z 95.10 36.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191.0
5000 LI SN B I SULE
43.0 16.20 16.40 16.60 16.80
123014.90 m/z 81.00 36.21%
0 ...l....l‘...“.l..‘..‘“. M \‘\ H‘HI\U A ‘...‘ll.... -‘---|---- N ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
191.0
16,20 16.40 16.60 16.80
5000 glo 00 m/z 69.10 32.20%
510 109.0 244.0

300.0

G N LR LR R LA LA L) S L LR LA SRS LR LARAN LR SN L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #134553: 2-(2-((2-Chloro-6-fluorobenzyl)sulfanyl)phenyl)-1... B A RRREE R
191.0 16.20 16.40 16.60 16.80

m/z 123.10 26.81%

- T W

1340
280 560 10{ 00 I 24002660 2990 3340

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 20 16. 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032017\
Data File : BF093770.D

Acq On : 20 Mar 2017 18:02

Operator : SJ/MA

Sample - 12271-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .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... 5.02 9.0 ng 712783 1 6.84 1581120 20.0
unknown6.61 6.61 66.0 ng 5219140 1 6.84 1581120 20.0
Hexadecane, 2,6,1... 10.80 2.8 ng 275661 4 11.35 1991120 20.0
Z-8-Hexadecene 13.83 3.4 ng 237567 5 13.97 1383330 20.0
17-Pentatriacontene 14 .47 2.1 ng 143431 5 13.97 1383330 20.0
unknownl16.06 16.06 2.5 ng 146664 6 15.37 1166230 20.0
1-Cyclohexene, 1,... 16.47 2.1 ng 121467 6 15.37 1166230 20.0
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