LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

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-BF063016.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 1.644 3 5 8 rVB 2655071 2736603 51.97% 7.777%
2 1.735 12 13 23 rvB 389906 742289 14.10% 2.109%
3 1.873 23 25 39 rVW 2476621 5265250 100.00% 14.962%
4 2.044 39 40 57 rvB2 121596 371057 7.05% 1.054%
5 3.061 125 129 150 rVB 100240 336831 6.40% 0.957%

4.981 294 297 302 rVB 223157 304341 5.78% 0.865%
5.404 331 334 336 rBV 2530091 2600734 49.39% 7.391%
425 427 rBV 2397229 3017350 57.31% 8.574%
6.570 433 436 439 rBV 2176148 2612836 49.62% 7.425%
6.810 454 457 459 rBvV 895756 856396 16.27% 2.434%

QO ~NO®
(9}
D
D
N
N
N
=

11 6.959 468 470 473 rVB 1534297 2085680 39.61% 5.927%
12 7.370 503 506 508 rBV 1821032 1737016 32.99% 4._.936%
13 8.090 567 569 572 rVB 1279368 1115566 21.19% 3.170%
14 9.176 661 664 666 rVB 2154174 3158556 59.99%% 8.976%
15 9.565 696 698 700 rBV 228774 234172 4._.45% 0.665%

16 9.839 720 722 725 rVB2 1040681 1122835 21.33% 3.191%
17 10.628 788 791 793 rBV 1656417 1602004 30.43% 4 _.552%
18 10.753 801 802 806 rBvV 50977 80374 1.53% 0.228%
19 11.199 840 841 847 rVB 93362 127149 2.41% 0.361%
20 11.325 849 852 854 rvv 732827 967764 18.38% 2.750%

21 11.634 877 879 882 rVB 47378 62805 1.19% 0.178%
22 12.902 988 990 993 rBV 2178485 2053416 39.00% 5.835%
23 13.805 1067 1069 1073 rBV 154721 187325 3.56% 0.532%
24 13.942 1079 1081 1084 rBV 876792 830297 15.77% 2.359%
25 14.445 1122 1125 1130 rBV 92690 154172 2.93% 0.438%

26 15.348 1201 1204 1207 rBV 504960 663880 12.61% 1.887%
27 15.805 1241 1244 1247 rBV 32472 55656 1.06% 0.158%
28 16.880 1335 1338 1346 rVB4 48972 107593 2.04% 0.306%

Sum of corrected areas: 35189947
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

il

2500000

2000000

1500000

1000000

500000

64

1.87

1.74

TIC: BF088583.D

5.40
6.44
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4.98

6.96
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7.37

0
Time-->

4.00

T
4.50 5.00

5.50

6.00
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2500000

2000000

1500000

1000000

500000

TIC: BF088583.D

9.18

10.63

8.09
9.84

11.32

9.56
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12.90

0
Time-->

12.00

12.50

9.50 10.00 10.50 11.00 11.50

13.00
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2500000

2000000

1500000

1000000

500000

TIC: BF088583.D

13.94

16.88

Time-->

17.00 17.50

16.00 16.50
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14.00 14.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl.64 Concentration Rank 2

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

1.64 63.91 ng 2736600 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 40
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 5 (1.644 min): BF088583.D (-3) (-) m/z 73.10 100.00%
73
5000 43
89
170 1.80 1.90 2.00 2.10
0 8 i, % | m/z 43.10 48.59%
LU SR SR UL UL FULRLEL FELIL L SO SRR UL B - - ¢
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
31 89 m/z 89.10 30.00%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
170 1.80 1.90 2.00 2.10
5000 m/z 41.05 9.21%
41 57
29
15 50
e S I UL SULIURS SUSIILS IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8706: 2-Hydroxy-2-methylbutyric acid
73 1.70 1.80 1.90 2.00 2.10
43 m/z 45.10 7.41%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 ol 82 8\9 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 170 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.04 8.67 ng 371057 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 72
2 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 36
3 Chloromethyl cyanide 75 C2H2CIN 000107-14-2 7
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7
5 Formamide, N-methylthio 75 C2H5NS 018952-41-5 5

Abundance Scan 40 (2.044 min): BF088583.D (-39) (-) m/z 75.05 100.00%
75
5000 45
39“ B . 180 200 220 240
o) NSRS 14PN ' /RO AN m/z 73.10 70.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 U AL A L I
1.80 2.00 2.20 2.40
m/z 45.10 39.90%
S - WA - I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
75
S AR AR LRSS
1.80 2.00 2.20 2.40
5000 m/z 41.10 32.08%
31 45
. o 59 105
LU S FURILELS FULEUI SUREUI SO SURILELS SURLIU I S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #865: Chloromethyl cyanide
48 75 1.80 2.00 2.20 2.40
m/z 71.10 25.28%
5000 40
0 \\\\2\8 ‘ | ‘ ‘ 60 il
UL S SURIL LS FULELL SUREUI SO SURILELS SURLIU I S B U A AL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 unknown3.06 Concentration Rank 7

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

3.06 7.87 ng 336831 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 43
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 129 (3.061 min): BF088583.D (-125) (-) m/z 45.10 100.00%
45
5000 /\\\\\
394 5 5761 84 280 3.00 3.20 3.40
oupuqmq””“m“”wuquuﬁﬁlmq””muﬂuwuq“”“m““wmq”“, m/z 43.05 17.83%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45

5000 R RBAREE
2.80 3.00 3.20 3.40

m/z 61.00 6.67%

1519 26 \‘33 3942 535761 7376

Ot T T T T T T T T

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance

45

2.80 3.00 3.20 3.40
5000 m/z 44.00 5.41%

29
. 121519 26 33 3042 535761 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45

2.80 3.00 3.20 3.40
m/z 42.10 3.35%

5000
o 1519 2731 3043 | 535761 75

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40

8270-BF063016.-M Tue Jul 05 04:49:00 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.98 7.11 ng 304341 1,4-Dichlorobenzene-d4 6.81
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 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 297 (4.981 min): BF088583.D (-294) (-) m/z 43.10 100.00%
a3
59
5000
101
460 4.80 5.00 5.20 5.40
83
o...,....,....,....',':...?.1.4.',...‘??....,.~...,....-,|....1,1.1...,....,....,...., m/z 59.10  59.05%
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
5000 AR AN RS RN R
59 460 4.80 5.00 5.20 5.40
m/z 101.10 21.24%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17.02%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone B e EEEL n
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.24%
5000 43
31
0 ]75 ! ‘ \‘\ an 69 8\7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.57 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.57 61.02 ng 2612840 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 436 (6.570 min): BF088583.D (-433) (-) m/z 132.00 100.00%
32
5000 68
75 % 620 640 6.60 6.80 7.00
104 : : . .
o..,....,....,...:,“.'.‘.‘?," Sh. '|....,..5.‘.7,...~.,.'!..,.1.1.5.,...., - m/z 68.10 50.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 AR U U
6.20 6.40 6.60 6.80 7.00
2 78 m/z 66.10 32.29%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 32.28%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.21%

5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I

AR B e R A B o o R B R e assEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.20 2.63 ng 127149 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heneicosane 296 C21H44 000629-94-7 86
3 Eicosane 282 C20H42 000112-95-8 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 841 (11.199 min): BF088583.D (-840) (-) m/z 57.10 100.00%

57

5000

10.80 11.00 11.20 11.40 11.60

0! m/z 43.10 67.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57
5000 85 NI L L L L L L
10.80 11.00 11.20 11.40 11.60
4 m/z 71.10 66.88%
0 18 \‘ ‘ H\ i 113 L 141 169 197 226
T e T T R T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
N e REmEE mE
85 10.80 11.00 11.20 11.40 11.60
5000 m/z 85.10 41 .32%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane S BEEEE RS TR
57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 31.48%
5000 8
4 5
o ‘ L) M8 141 160 107 225 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. OO 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M

Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetic acid, penta...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.81 4.51 ng 187325 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302

2 Behenic alcohol 326 C22H460

3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202
4 Pentafluoropropionic acid, penta... 374 C18H31F502
5 Heptafluorobutyric acid, pentade... 424 C19H31F702

959010-23-2 94
000661-19-8 94
1000282-98-2 94
959092-08-1 94
959261-23-5 94

Abundance Scan 1069 (13.805 min): BF088583.D (-1067) (-)
5000
o 1P6 153 1091 216 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
5000
0 15 154 182 210 937255 306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
5000 i
29 139
0 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #194133: Dichloroacetic acid, heptadecy! ester
4
5000
o 126 154169 191210 238 266 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 57.10 100.00%

-

13.40 13.60 13.80 14.00 14.20

m/z 55.10 97 .23%

:

T T T T T
13.40 13.60 13.80 14.00 14.20

m/z 83.10 93.89%

:

13.40 13.60 13.80 14.00 14.20

m/z 43.10 92 .00%

:

13.40 13.60 13.80 14.00 14.20

m/z 69.10 87.71%

:

T T T T T
13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Heptadecyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.45 3.71 ng 154172 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
4 Octacosanol 410 C28H580 000557-61-9 89
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 87

Abundance Scan 1125 (14.445 min): BF088583.D (-1122) (-) m/z 57.10 100.00%
g7
5000 A,JJ’\AA‘
181 213 240 5g 1420 1440 14.60 14.80
0 m/z 83.10 92 .83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 AR SURRULE BUULE SUGLN SR
111 14.20 14.40 14.60 14.80
- m/z 55.10 84 .63%
oLl \\ “ \‘ ‘L \1?9_”39 20 %P s
m/z--> 50 200 250 300 350 400
Abundance
57 97
1420 1440 14.60 14.80
5000 m/z 43.10 84 .18%
125
o 29 153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R A BaA T B s
57 14.20 14.40 14.60 14.80
83 m/z 97.10 81.83%
29 169
0..Juul.‘..‘.kliuuhfl?.g‘....2].-0...25.5... S ....?0.6. R R ma e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 1,4-Dimethyl-8-isopropylide... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.88 3.24 ng 107593 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 78
2 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 53
3 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 43
4 Aciphyllene 204 C15H24 087745-31-1 42
5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 41
Abundance Scan 1338 (16.880 min): BF088583.D (-1335) (-) m/z 204.20 100.00%
135 204
69 o5
5000 41 119 269 501
187
167 221 UL PR BN U B
e 16.60 16.80 17.00 17.20
o} ] m/z 135.10 82.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 UL SRR BN U B
95 161 16.60 16.80 17.00 17.20
a4 123 m/z 69.10 65.71%
7 1 176
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
107
4 79 16,60 16.80 17.00 17.20
5000 135 189 m/z 95.10 62.71%
161
0 15 57 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth... B A RRREE R
135 204 16.60 16.80 17.00 17.20

m/z 121.10 58.68%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088583.D

Acq On 1 Jul 2016 19:15

Operator : UM/SJ

Sample - H3836-14

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : 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]
unknownl .64 1.64 63.9 ng 2736600 1 6.81 856396 20.0
Propane, 1,l1-dime... 2.04 8.7 ng 371057 1 6.81 856396 20.0
unknown3 .06 3.06 7.9 ng 336831 1 6.81 856396 20.0
2-Pentanone, 4-hy... 4.98 7.1 ng 304341 1 6.81 856396 20.0
unknown6 .57 6.57 61.0 ng 2612840 1 6.81 856396 20.0
Hexadecane 11.20 2.6 ng 127149 4 11.32 967764 20.0
Trifluoroacetic a... 13.81 4.5 ng 187325 5 13.94 830297 20.0
Heptadecyl heptaf... 14.45 3.7 ng 154172 5 13.94 830297 20.0
1,4-Dimethyl-8-is... 16.88 3.2 ng 107593 6 15.35 663880 20.0
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