LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 5.031 521 526 541 rBV 267492 563668 16.52% 2.139%
2 5.660 628 633 657 rBY 1770766 2602706 76.26% 9.875%
3 7.260 899 905 919 rBY 1812684 2709487 79.39% 10.280%
4 7.378 919 925 935 rVB 2234491 2933877 85.96% 11.131%
5 7.713 978 982 994 rBV 469096 550789 16.14% 2.090%
6 7.954 1018 1023 1043 rVB 1997991 2388717 69.99% 9.063%
7 8.613 1130 1135 1168 rBvV 1313716 1880517 55.10% 7.135%
8 9.736 1321 1326 1339 rBV 553108 775538 22.72% 2.942%
9 11.513 1622 1628 1646 rBV 2693097 3412910 100.00% 12.949%
10 12.201 1740 1745 1752 rBvV 230847 313017 9.17% 1.188%
11 12.560 1802 1806 1816 rBV2 540945 793722 23.26% 3.011%
12 13.407 1946 1950 1956 rBvV 42013 49322 1.45% 0.187%
13 13.859 2021 2027 2041 rBVY 1280644 1834402 53.75% 6.960%
14 14.177 2077 2081 2084 rBvV 33779 40641 1.19% 0.154%

15 14.965 2210 2215 2227 rBV 575197 776204 22.74% 2.945%

16 15.930 2374 2379 2389 rBV2 134499 189934 5.57% 0.721%

17 17.018 2560 2564 2571 rBvV2 51106 77247 2.26% 0.293%
18 17.295 2605 2611 2614 rBVY 2282025 2670685 78.25% 10.133%
19 18.577 2825 2829 2834 rBV7 16028 38953 1.14% 0.148%
20 18.630 2834 2838 2846 rVvV 460158 583248 17.09% 2.213%
21 18.694 2846 2849 2854 rVB 90638 94444 2.77% 0.358%
22 19.659 3009 3013 3017 rBv4 27767 44468 1.30% 0.169%
23 20.047 3075 3079 3084 rBV 57735 72863 2.13% 0.276%
24 20.294 3117 3121 3135 rVB 413129 554621 16.25% 2.104%
25 20.771 3198 3202 3206 rBV 46831 57447 1.68% 0.218%
26 20.883 3212 3221 3228 rBV 18817 53097 1.56% 0.201%
27 21.683 3352 3357 3363 rBV7 23798 49957 1.46% 0.190%
28 22.488 3489 3494 3503 rVB9 26479 65418 1.92% 0.248%
29 22.741 3529 3537 3555 rVB9 25297 119479 3.50% 0.453%
30 23.724 3694 3704 3706 rBV6 26544 59178 1.73% 0.225%
Sum of corrected areas: 26356556
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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: BF094992.D

2500000
7.38
7.95

2000000
5.66 7.2¢

1500000
8.61

1000000

500000
5.03

T T T T T N 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 8.00
Abundance TIC: BF094992.D
1151

T
8.50 9.00

2500000

2000000

1500000
13.86

1000000

9.74 12.56 14.97
500000

12.20

15.93
13.41 14.18

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

]
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: BF094992.D

2500000
17.29

2000000

1500000

1000000

500000 18.63 20.29

17.02 1815559 19.66 20.05 2020788 21.68 22.492.74 23.72
O s B e e e I T e N I S R S RS s e e o 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\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 3

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

5.03 20.47 ng 563668 1,4-Dichlorobenzene-d4 7.71
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 526 (5.031 min): BF094992.D (-521) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e & B,
| 83.0 460 4.80 5.00 5.20 5.40
) SO PSIOY HS.ct fe — m/z 59.10 59.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R LR UL I
59.0 460 480 500 520 540
m/z 101.00 22.79%
31.0 g30 1010
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“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 58.00 14 .25%
o 73.0 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— LS LI LA B L B
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.70%
5000
101.0
71.0
150 280 560 | go0 /L
e N A RN RS RS NS AAARA RRARA RAAAN SRS BAAA SARSS RARAN AARRY SRS SRS SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 unknown7.38 Concentration Rank 1

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

7.38 106.53 ng 2933880 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 925 (7.378 min): BF094992.D (-919) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 I 20 S hn 7 kA > R
401 540 7.00 7.20 7.40 7.60 7.80
o S v el a1 NV <X 1A H | m/z 68.10 36.61%
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
5000 LR UL I R
7.00 7.20 7.40 7.60 7.80
2.0 510 m/z 134.00 32.97%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.10 22.35%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 .94%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
mz-> 10 20 30 40 50 60 70 80 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\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.93 4.89 ng 189934 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 2379 (15.930 min): BF094992.D (-2374) (-) m/z 73.00 100.00%

430 730
5000 129.1 [k
970 llllll llllllll T

JJ‘[ 1490 1851 2132 256.2 15.60 15.80 16.00 16.20

o} m/z 43.05 92.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0

5000 129.0 R EAEEmma
15 60 1580 1600 16 20

83.0
1570 1gso 2130 2560 | M/Z 60.00  85.54%

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
e e A
43.0 15.60 15.80 16.00 16.20
m/z 57.05 75.90%
5000 129.0
185.0 228.0
97.0
166.0
Oy bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid L R e
73.0 15 60 15. 80 16. 00 16 20

m/z 41.05 67.01%

43.0
5000 129.0
] -
S N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 Tetradecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.02 2.65 ng 77247 Chrysene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Octacosyl acetate 452 C30H6002 018206-97-8 11

Abundance Scan 2564 (17.018 min): BF094992.D (-2560) (-) m/z 57.05 100.00%
5%.0
5000 129.0
97.0
185.1 241.2 L o o L B
Il | | | 16.80 17.00 17.20 17.40
o o m/z 43.10 96.71%
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73.0
43.0
5000 129.0 " 16,80 17.00 17.20 17.40
185.0 228.0 m/z 73.00 88.15%
oL I“I L\Iu‘ul‘ | Iuhhlnh‘l\ N‘:“ﬁ I\le ml\ I‘wl ‘l : I‘wl : T
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
U S B N
43.0 16.80 17.00 17.20 17.40
5000 155.0 m/z 55.05 85.75%
115.0
ol iy |14 217.0 2790 3300 _ 387.0
m/z--> 50 100 150 200 250 300 350
Abundance #61121: Dodecanoic acid S S o e,
73.0 16.80 17.00 17.20 17.40
m/z 60.00 78.84Y%
43.0
5000
71.0
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.05 2.63 ng 72863 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 3079 (20.047 min): BF094992.D (-3075) (-) m/z 57.05 100.00%
57.0
ﬁ” 2 o ' 19.80 20.00 20.20 20.40
Oy ”..Jﬂ”uﬂ.u”.“.” T m/z 71.10 74.30%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
5000 LN UL SULIULN UL B
19.80 20.00 20.20 20.40
m/z 43.00 56.20%
oL h‘ | ‘\ 0169.0 2250 281.0 3800
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
' 19.80 20.00 20.20 20.40
5000 m/z 85.10 50.98%
113.0 449 0
Ol e A i, 225:0 2810 337.0 393.0 449.0 505.0 5620 617.0
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane b RRREE EE s
57.0 19.80 20.00 20.20 20.40
m/z 41.00 18.07%
5000

13.0
|, 169.0 225.0  296.0

e S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 19. 80 20. OO 20. 20 20 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.77 2.07 ng 57447 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Triacontane 422 C30H62 000638-68-6 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 3202 (20.771 min): BF094992.D (-3198) (-) m/z 57.10 100.00%
51.1
5000
99.1 NN AU SR
l ] 141 2 18322172 20.40 20.60 20.80 21.00
0...:,nnt L R o = S LTS, m/z 71.10 70.86%
m/z--> 50 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 RBABSUVALSUAR SURRE
mmmmmmmm
99.0 m/z 43.10 58.61%
R R N ﬂ | }410 ;830 2250 2810 3370 3940
m/z--> éo 150 200 2éo 360 350 460
Abundance
57.0
20.40 20.60 20.80 21.00
5000 m/z 85.05 53.07%
99.0
o 141.0 1830 225.0 267.0 309.0 351.0 422.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #141426: Heneicosane e
57.0 20.40 20.60 20.80 21.00
m/z 99.10 20.88%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(')0 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 unknown22.49 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22 .49 2.36 ng 65418 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.beta.Bicvclol4.3.01lnonane. 5.b... 332 C15H25I 1000195-85-9 27
2 9-Methvltetracvclol7.3.1.0(2.7).... 204 C15H24 1000215-30-5 20
3 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 18
4 1.8-Nonadiene. 2.7-dimethvl-5-(1... 192 C14H24 068702-20-5 14
5 [1,2,4]Triazolo[1,5-a]pyrimidine... 208 C9H12N4S 1000304-66-8 14
Abundance Scan 3494 (22.488 min): BF094992.D (-3489) (-) m/z 93.00 100.00%
.0

5000

22.20 22.40 22.60 22.80

0 m/z 95.05 74 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1...
109.0
41.0

22!20 22.I4O 22.I60 22.I80
m/z 189.10  69.39%

5000

235.0

276.0 332.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

189.0
22.20 22.40 22.60 22.80
5000 m/z 109.05 66.61%
93.0
41.0
67.0 119.0 147.0

R AR AN S BN LARAN LARAS LS LARAN SR LAY LA LARAN URAS BARSS AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64531: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7... A B
22.20 22.40 22.60 22.80
m/z 107.00 50.99%

5000

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 unknown22.74 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.74 4.31 ng 119479 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Cvclodecadien-1-one. 3.7-dim... 218 C15H220 006902-91-6 38
2 (7a-1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 38
3 Benzene. 1-(1.1-dimethvlethv)-4... 204 C14H200 054932-87-5 35
4 9.9"-Biphenanthrene. octacosahvdro- 382 C28H46 055334-18-4 27
5 2-Methylisoborneol 168 C11H200 002371-42-8 22
Abundance Scan 3537 (22.741 min): BF094992.D (-3529) (-) m/z 107.00 100.00%
43
5000
22.40 22.60 22.80 23.00
Ob e : m/z 43.00 99.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75931: 3,7-Cyclodecadien-1-one, 3,7-dimethyl-10-(1-methyl...
107.0 135.0
5000 41.0 67.0 LI L B
22.40 22.60 22.80 23.00
m/z 95.10 99.52%
R O O S Y
0 ||1|8.|O|‘l‘||N:|‘=“|||“|‘||‘l‘|8?|ll‘u‘u“u‘u“i‘uu“ I‘l |5|7|q||h |||2|0|Or|0|||‘|||
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
191.0
9.0 LN R UG SRR I
135.0 22.40 22.60 22.80 23.00
5000 41.0 . m/z 67.00 88.01%
69.0
. 117.0 161.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64226: Benzene, 1-(1,1-dimethylethyl)-4-[(2-methyl-2-prop... B L Ba e e o
135.0 189.0 22.40 22.60 22.80 23.00
m/z 135.10 77.83%
5000 55.0
107.0
29.0 77 0 ‘ J
o) M- I M‘I I‘I‘\I I\I\ ;‘ I“M; . .‘. ‘. - .‘.‘. ‘I" MH I .“l“.lue';.q I .‘H. |2 .6.(.). —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094992.D

Aca On : 8 May 2017 21:41

Operator : SJ/MA

Sample : 13011-01

Misc :

ALS Vial : 11 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 Naphthalene, decahydro-1,4a... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.72 2.13 ng 59178 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.4a-dime... 208 C15H28 030824-81-8 50
2 2(1H)-Naphthalenone. octahvdro-1... 180 C12H200 022738-31-4 25
3 Caparratriene 206 C15H26 1000374-08-7 22
4 Tridecanal 198 C13H260 010486-19-8 18
5 2H-Pyran, 2-(7-heptadecynyloxy)t... 336 C22H4002 056599-50-9 15
Abundance Scan 3703 (23.718 min): BF094992.D (-3694) (-) m/z 69.00 100.00%
69.0 0
93.1
43.0
5000
23.40 23.60 23.80 24.00
(o} m/z 125.00 98.77%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67980: Naphthalene, decahydro-1,4a-dimethyl-7-(1-methylet...
55.0 109.0
81.0
5000
23.40 23.60 23.80 24.00
m/z 57.00 93.33%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0
69.0 U AU SRR
23.40 23.60 23.80 24.00
5000 0950 125.0 m/z 123.00 80.77%
180.0
152.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66196: Caparratriene
410 69.0 95.0 23.40 23.60 23.80 24.00
121.0 m/z 67.00 79.81%
5000
163.0
191.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
Data File : BF094992.D

Acq On : 8 May 2017 21:41

Operator : SJ/MA

Sample - 13011-01

Misc :

ALS Vial : 11 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... 5.03 20.5 ng 563668 1 7.71 550789 20.0
unknown7 .38 7.38 106.5 ng 2933880 1 7.71 550789 20.0
n-Hexadecanoic acid 15.93 4.9 ng 189934 4 14.97 776204 20.0
Tetradecanoic acid 17.02 2.6 ng 77247 5 18.63 583248 20.0
Heptacosane 20.05 2.6 ng 72863 6 20.30 554621 20.0
Octacosane 20.77 2.1 ng 57447 6 20.30 554621 20.0
unknown22 .49 22.49 2.4 ng 65418 6 20.30 554621 20.0
unknown22 .74 22.74 4.3 ng 119479 6 20.30 554621 20.0
Naphthalene, deca... 23.72 2.1 ng 59178 6 20.30 554621 20.0
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