LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10 Instrument :
Operator : SJ/MA ?:'l\:gﬁ't:Sam ol
a?ggle i 12947-12 SB@¢&57%DUP
ALS Vial : 16 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 3.325 229 236 248 rBV 66133 142395 4.72% 0.568%
2 5.043 524 528 552 rBV 142875 302342 10.02% 1.206%
3 5.666 630 634 661 rBY 1638909 2552120 84.58% 10.177%
4 7.266 900 906 921 rBVY 1780186 2572749 85.26% 10.259%
5 7.384 921 926 937 rVB 2186565 2800008 92.79% 11.166%
6 7.719 979 983 994 rVB 474501 566732 18.78% 2.260%
7 7.960 1019 1024 1043 rVB 1920189 2240658 74.25% 8.935%
8 8.619 1131 1136 1155 rBVY 1248794 1740974 57.69% 6.943%
9 9.189 1228 1233 1240 rVB2 24655 31151 1.03% 0.124%
10 9.736 1322 1326 1338 rBVY 562554 778327 25.79% 3.104%

11 11.513 1623 1628 1643 rBV 2362442 3017568 100.00% 12.033%
12 12.201 1741 1745 1753 rBV 301831 400947 13.29% 1.599%
13 12.571 1803 1808 1821 rBvV2 597183 889402 29.47% 3.547%
14 13.413 1947 1951 1957 rVB 47962 52791 1.75% 0.211%
15 13.865 2022 2028 2042 rBV 1178316 1707749 56.59% 6.810%

16 14.183 2076 2082 2085 rBV 40730 49886 1.65% 0.199%
17 14.971 2211 2216 2228 rBV 523787 699394 23.18% 2.789%
18 15.936 2373 2380 2391 rBV2 97457 145432 4.82% 0.580%
19 17.059 2568 2571 2581 rVvV 19775 35912 1.19% 0.143%
20 17.142 2581 2585 2589 rVvVv 144739 137138 4._.54% 0.547%

21 17.295 2606 2611 2615 rBV2 1897841 2188875 72.54% 8.729%

22 18.065 2738 2742 2746 rBV2 93993 93993 3.11% 0.375%
23 18.130 2748 2753 2755 rBV 30657 34936 1.16% 0.139%
24 18.548 2820 2824 2827 rBV 33825 34771 1.15% 0.139%
25 18.600 2827 2833 2835 rBV3 17235 33669 1.12% 0.134%
26 18.636 2835 2839 2848 rVvVv 503211 611718 20.27% 2.439%
27 18.948 2886 2892 2898 rBV 23265 32252 1.07% 0.129%
28 19.330 2951 2957 2962 rVB 41439 57165 1.89% 0.228%

29 20.053 3076 3080 3087 rBV 91156 110631 3.67% 0.441%
30 20.300 3118 3122 3130 rBV 435996 574991 19.05% 2.293%

31 20.400 3136 3139 3144 rVB3 35655 46438 1.54% 0.185%
32 20.777 3198 3203 3213 rVB 81804 124810 4.14% 0.498%
33 21.694 3354 3359 3363 rVB5 24076 38558 1.28% 0.154%
34 22.383 3467 3476 3484 rBV5 30222 89997 2.98% 0.359%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 22.488 3492 3494 3507 rVB9 26867 79141 2.62% 0.316%
36 22.918 3562 3567 3574 rVB9 25310 61335 2.03% 0.245%

Sum of corrected areas: 25076955
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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

Abundance TIC: BF094969.D
7.38

2000000 7.96
7.2}

5.67

1500000
8.62

1000000

500000

3.33 204 L 9.19

I
8.00

T T T T T 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: BF094969.D
11151

T
8.50 9.00

2000000

1500000
13.87

1000000

9.74 12.57 14.97

500000
12.20

15.94

13.41 4J 14.18

Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF094969.D

2000000 17.29

1500000

1000000

18.64
500000 20.30

17.1
1746 )| 18015 1860 18.95 19.33 2005 Bo.40 2078 21,69 228819 22.92

Ol e R e e e e e

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 10.67 ng 302342 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 528 (5.043 min): BF094969.D (-524) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e S
| 83.0 480 5.00 520 5.40
o | SNV Y| NS N m/z 59.10 61.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Ik Sh sho s
0
150 a0 1010 m/z 101.10 23.63%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 15.99%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol |||||llll|llll|‘llll|lll
54.0 480 5.00 520 5.40
m/z 41.10 10.04%
5000 31 73.0
0 \ \ ‘ ‘ 11 \‘ 84 O 101 0
”'I"”I"'W""P"'I”"I'”'I"”I"'W""P"'I' U R R R I
m/z--> 10 20 30 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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 3 unknown7.38 Concentration Rank 1

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

7.38 98.81 ng 2800010 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 925 (7.378 min): BF094969.D (-921) (-) m/z 132.00 100.00%
132.0
5000 68.0
01 500 |1 g0 "% s0m0 Th 750 1 7k 75
o TN A N -1 D £ IR | N m/z 68.05 39.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o e e T Tk T
10 550 %0 70 m/z 134.00  32.69%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 750 720 740 760 780
5000 ' m/z 65.95 24 .36%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole L L L ELEL A A B A B
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 15.57%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.16 ng 145432 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2381 (15.942 min): BF094969.D (-2373) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
o 213.2 AR AL A RS
g9 1Ll o 256.2 15.60 15.80 16.00 16.20
(o} m/z 43.10 77 .12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 15.60 15.80 16.00 16.20
Ji 1570 1geo 2130 2560 | M/Z 60.00  72.40%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 15,60 15.80 16.00 16.20
m/ 41.10 70.40%
5000 1290 4 0
185.0 228.0
97.0
o 1570
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 15.60 15.80 16.00 16.20
m/z 57.10 61.20%
5000 129.0
0L15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.14 4_.48 ng 137138 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 68
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Trifluoroacetic acid, 4-methylpe... 198 C8H13F302 000327-71-9 35

Abundance Scan 2585 (17.142 min): BF094969.D (-2581) (-) m/z 56.10 100.00%
56.1
5000
129.1 2573 '|""|""|"A"|""|'
i 97.0 157.1 185.2 213.2 16.80 17.00 17.20 17.40
Ol m/z 57.05 58.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
16.80 17.00 17.20 17.40
29.0 m/z 43.05 39.38%
83 0 129.0 257.0
0 [l h H \M Wl ‘ 157. O 1850 2130 ‘ \‘ 2830 312 0
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
56.0

16.80 17.00 17.20 17.40
5000 m/z 41.05 36.19%

29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance : i i

#154965: Hexadecanoic acid, 2-methylpropyl| ester L ILELE I e e
57.0 16. 80 17. OO 17. 20 17. 40

m/z 54.95 33.00%

5000
20.0 239.0
' 85.0 1290
i L%, 2 om0z | | g mas

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 80 17. OO 17. 20 17.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

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

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

7 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.07 3.07 ng 93993 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 95
2 Butvl mvristate 284 C18H3602 000110-36-1 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 40
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 30
5 4-t-Butylcyclohexylamine 155 C10H21N 005400-88-4 27

Abundance Scan 2743 (18.071 min): BF094969.D (-2738) (-) m/z 56.10 100.00%
56.1
5000
85.0 129.1 285.3
\ 185.1 241.2 \ 17.80 18.00 18.20 18.40
o b 'm/z 57.10 55.57%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000 LA RN BRI SUURILN UL
285.0 340.0 17.80 18.00 18.20 18.40
129.0 m/z 43.05 38.92%
83.0 185.0 241.0 ‘
ol W 70T T s | a0
m/z--> 50 100 150 200 250 300
Abundance
56.0
|17.80 18.00 18.20 18.40
0
5000 20,0 m/z 55.00 34 .54Y%
129.0
185.0 284.0
0 83.0 157.0 255.0
m/z--> éo 160 150 260 2éo 360 '
Abundance #12841: Nipecotic acid L LA
57.0 17.80 18.00 18.20 18.40
m/z 73.00 33.46%
5000
30.0 840 .90
o’ .”..l.,‘....,............,....,
m/z--> 50 100 150 200 250 300 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.05 3.85 ng 110631 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3079 (20.047 min): BF094969.D (-3076) (-) m/z 57.05 100.00%
57.0
9.1 HRRR SRR SUNRILR SRR B
\ l 141.2 173 ¢ 208.0 19.80 20.00 20.20 20.40
ob it m/z 71.05 73.10%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 RN SN AN AR B
19.80 20.00 20.20 20.40
99.0 m/z 43.05 63.75%
o 28.0| h h | H | 1410 1830 2250 267.0 309.0  365.0304.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
' 19.80 20.00 20.20 20.40
5000 m/z 85.10 53.20%
99.0
o 141.0 1830 225.0 2610 309.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T e
57.0 19.80 20.00 20.20 20.40
m/z 41.00 25 .44%
5000
0 239.0
ol byl |y 140 1830 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 ' 19,80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.78 4.34 ng 124810 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3204 (20.783 min): BF094969.D (-3198) (-) m/z 57.10 100.00%
57.1
2000 \/L\—A\,\/\J\
13.0 LSRR BRI SRR BN BN
]] {1 3.0 2312 20.40 20.60 20.80 21.00 21.20
Oty ”..JH““”“:J.ph”|”.w.”.“.”|”.w.”.“.”|”. m/z 71.10 74 .31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57.0
5000 R AR R R BN
20. 40 20 60 20. 80 21. oo 21. 20
m/z 43.00 56.99%
o ﬁ [ ‘1‘69‘0 225.0 281.0 337.0 394.0
miz--> 0 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
20,40 20.60 20.80 21.00 21.20
5000 m/z 85.05 53.93%
113.0 1590 9950
olrH AT L7200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane M B R e R et e
57.0 20.40 20.60 20.80 21.00 21.20
m/z 55.10 22 .69%
- h/wﬂkwvwmw¢uw/\hﬁwwwWANma/\w
ol 130169022502810 3650
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 20. 40 20 60 20. 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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 10 unknown22.38 Concentration Rank 9

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

22.38 3.13 ng 89997 Perylene-di12 20.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4-Tetrahvdrobenzlalanthracene 232 C18H16 004483-98-1 27
2 3-Hvdroxv-2.4-dimethyvl-6-(1-oxo-... 232 C14H1603 079950-85-9 25
3 cis-(-)-2.4a.5.6.9a-Hexahvdro-3.... 204 C15H24 1000104-20-1 25
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 25
5 3-Fluorobenzoic acid, 2,7-dimeth... 274 C17H19F02 1000292-60-6 22
Abundance Scan 3476 (22.383 min): BF094969.D (-3467) (-) m/z 231.10 100.00%

2311
95.0 204.1
43.0 1231 1630
67.0
5000 3002
081 22.00 22.20 22.40 22.60 22.80
0 - m/z 204 .05 77.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87809: 1,2,3,4-Tetrahydrobenz[a]anthracene
232.0

5000
22.00 22.20 22.40 22.60 22.80

m/z 95.05 74 .02%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
217.0
165.0 S
136.0 22.00 22.20 22.40 22.60 22.80
50004 41.0 191.0 m/z 93.10 69.57%

83.0

109.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64458: cis-(-)-2,4a,5,6,9a-Hexahydro-3,5,5,9-tetramethyl(.... A RRaEEREE s
.0 22.00 22.20 22.40 22.60 22.80
m/z 43.05 67.22%

5000

I T T T I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094969.D

Aca On : 8 May 2017 5:10

Operator : SJ/MA

ﬁ?ggle i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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 11 unknown22.49 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22 .49 2.75 ng 79141 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-T1-Methvl-1-(4-methvl-cvclohex... 203 C14H21N 1000192-41-8 10
2 Cvclohexane-1-methanol. 3.3-dime... 208 C14H240 1000196-01-5 10
3 3.5-Octadiene. 4.5-diethvl-3.6-d... 194 C14H26 061233-79-2 10
4 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 10
5 4-(2-Propyn-1-yloxy)phenol 148 C9H802 034596-27-5 10
Abundance Scan 3494 (22.488 min): BF094969.D (-3492) (-) m/z 109.00 100.00%
109.0
39.0 81.1
134.0 193.0
5000 . 219.0

22.20 22.40 22.60 22.80

0 m/z 39.00 72.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63457: 1-[1-Methyl-1-(4-methyl-cyclohex-3-enyl)-ethyl]-1H...
109.0
5000
22.20 22.40 22.60 22.80
67.0 0
41.0 203.0 m/z 81.10 71.02%
130
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109.0
AR
41.0 22.20 22.40 22.60 22.80
5000 69.0 m/z 95.00 70.59%
1400 1770 2080
0 89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56509: 3,5-Octadiene, 4,5-diethyl-3,6-dimethyl- N B EE
41.0 109.0 165.0 22.20 22.40 22.60 22.80
81.0 m/z 134.00 66.14%
5000
137.0 194.0
M 00 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.20 22.40 22.60 22.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF050617\

BF094969.D

8 May 2017 5:10

SJ/MA

12947-12 SB-04-6.5-7.0-DUP
16 Sample Multiplier: 1

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

C:\DATABASENNIST11.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 unknown22.92 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.92 2.13 ng 61335 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 16
2 2.2-Dimethvl-3-(3.7.16.20-tetram... 412 C29H480 1000194-78-6 12
3 9-(3.3-Dimethvloxiran-2-v)-2.7-... 238 C15H2602 1000192-15-6 12
4 3-(Trifluoromethoxy)benzamide 205 C8H6F3N0O2 000658-91-3 11
5 p-Trifluoromethoxybenzamide 205 C8HB6F3NO2 000456-71-3 11
Abundance Scan 3567 (22.918 min): BF094969.D (-3562) (-) m/z 81.05 100.00%
81.0
189.0
121.0
5000{ 41.0
229.2
‘ L | ‘| | ‘ 22.60 22,80 23.00 23.20
0 el e m/z 69.05 83.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
5000 NSRS SRR
22.60 22.80 23.00 23.20
m/z 189.00 68.73%
29.0 HLOQ.O 191.0
ol b bl | g 2400 2220
m/z--> 50 100 150 200 250 300 350 400
Abundance
81.0
22.60 22.80 23.00 23.20
5000{ 410 m/z 83.00 56.71%
' 135.0
o 189.0  243.0 285.0 327.0 369.0 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #92383: 9-(3,3-Dimethyloxiran-2-yl)-2,7-dimethylnona-2,6-d... T
43.0 81.0 22.60 22.80 23.00 23.20
m/z 121.00 54 _.74%
5000
135.0
o ,M; filyytreo 2200
m/z--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20

8270-BF050217.

M Mon May 08 18:40:46 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050617\

Data File : BF094969.D

Acg On : 8 May 2017 5:10

Operator : SJ/MA

3?22'6 i 12947-12 SB-04-6.5-7.0-DUP
ALS Vial : 16 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... 5.04 10.7 ng 302342 1 7.72 566732 20.0
unknown7 .38 7.38 98.8 ng 2800010 1 7.72 566732 20.0
n-Hexadecanoic acid 15.94 4.2 ng 145432 4 14.97 699394 20.0
Hexadecanoic acid... 17.14 4.5 ng 137138 5 18.64 611718 20.0
Octadecanoic acid... 18.07 3.1 ng 93993 5 18.64 611718 20.0
2-methyloctacosane 20.05 3.9 ng 110631 6 20.30 574991 20.0
Octacosane 20.78 4.3 ng 124810 6 20.30 574991 20.0
unknown22 .38 22.38 3.1 ng 89997 6 20.30 574991 20.0
unknown22 .49 22.49 2.8 ng 79141 6 20.30 574991 20.0
unknown22 .92 22.92 2.1 ng 61335 6 20.30 574991 20.0
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