LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095794.D

Aca On : 8 Jun 2017 21:02

Operator : SJ/MA

Sample : 13535-01

Misc :

ALS Vial : 10 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-BF060517.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 4.598 507 512 541 rBV 68722 229619 8.80% 1.091%
2 5.269 621 626 653 rBY 1323318 2244914 86.08% 10.665%
3 6.934 903 909 919 rBVY 1297528 2245146 86.09% 10.666%
4 7.028 919 925 944 rVB 1724721 2482885 95.20% 11.796%
5 7.369 978 983 993 rBV 334136 444221 17.03% 2.110%
6 7.604 1018 1023 1038 rBvV 1275779 1830083 70.17% 8.694%
7 8.286 1133 1139 1164 rBV 891006 1415704 54.28% 6.726%
8 9.398 1324 1328 1342 rBV 461482 611386 23.44% 2.905%
9 11.186 1624 1632 1635 rBVY 1863760 2608037 100.00% 12.390%
10 11.410 1665 1670 1677 rVB5 16874 26164 1.00% 0.124%

11 11.874 1743 1749 1755 rBV 498391 597020 22.89%% 2.836%
12 12.221 1802 1808 1813 rBV2 513147 644371 24.71% 3.061%

13 12.269 1813 1816 1822 rVB3 35059 44045 1.69% 0.209%
14 13.080 1948 1954 1959 rBV 42922 53710 2.06% 0.255%
15 13.439 2004 2015 2019 rBV3 26349 51679 1.98% 0.246%
16 13.515 2023 2028 2036 rBV 923757 1334850 51.18% 6.342%
17 13.851 2081 2085 2087 rBV2 42969 61289 2.35% 0.291%
18 13.868 2087 2088 2094 rVB 45357 45833 1.76% 0.218%
19 14.580 2205 2209 2211 rBV 30216 37122 1.42% 0.176%

20 14.615 2211 2215 2220 rVV 462981 592691 22.73% 2.816%

21 15.633 2383 2388 2398 rVB2 76666 106134 4_.07% 0.504%
22 16.433 2518 2524 2530 rVB 69721 91592 3.51% 0.435%
23 16.739 2572 2576 2582 rBV 98237 123659 4.74% 0.587%
24 16.992 2613 2619 2623 rBV2 1637844 1994477 76.47% 9.475%

25 18.245 2828 2832 2841 rBV2 53042 84718 3.25% 0.402%

26 18.327 2841 2846 2857 rBV 409033 540659 20.73% 2.569%

27 19.480 3038 3042 3046 rBV 25911 29847 1.14% 0.142%

28 19.609 3060 3064 3067 rBV 26677 35322 1.35% 0.168%

29 19.997 3126 3130 3140 rVvVv 319660 409407 15.70% 1.945%

30 20.821 3266 3270 3279 rVBS8 13019 32362 1.24% 0.154%
Sum of corrected areas: 21048946
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF060817\

- BF095794.D

- 8 Jun 2017 21:02

- SJI/MA

- 13535-01

: 10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095794.D
7.03
1500000
5.27 6.98 7.60
1000000 8.29
500000
7.37
4.60

O LA A e e o e e o e L e e o e e L s e e e o e e e o IR o e s o o
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 8.50 9.00
Abundance TIC: BF095794.D

11419
1500000
1000000 13.52
12.22
500000{ 9.40 187 14.62
|| 1141 27 13.08 1344 1388 14/68 15.63 16.43

O S I e e e I A T o B T L e
Time--> 9.50 10.00 1050 11.00 1150 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50
Abundance TIC: BF095794.D

16.99
1500000
1000000
500000 18.33
20.00

6. 74 18. 194861 20.82

O I I B e e e e e e B e e T A e e e e e e e L B B B A e e e e e B B oy o B B By B
Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 21.50 22.00 2250 23.00 2350 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095794.D

Aca On : 8 Jun 2017 21:02

Operator : SJ/MA

Sample - 13535-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.60 10.34 ng 229619 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
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 512 (4.598 min): BF095794.D (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 SRR SRR AR
| 83.0 420 4.40 4.60 4.80 5.00
e e e e m/z 59.10 64.47%
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 LI I L L I
59.0 420 440 460 480 5.00
m/z 101.10 22 .40%
31.0 101.0
"w“'w'WW“““W“'w'“l““l“'E%QW'HW'H'VH'V'“P'”l““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
420 440 4.60 4.80 5.00
5000 m/z 58.10 15.49%
101.0
150 310 %80 690  86.0
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 e e
54.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.82%
5000 41.0 [\\
"w"“|'“'l“'JhL'w'“”i'“'zﬁqw"“|'“'|“"v"w%???'“%?%9'l SRR SRR UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095794.D

Aca On : 8 Jun 2017 21:02

Operator : SJ/MA

Sample - 13535-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 2 unknown7.03 Concentration Rank 1

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

7.03 111.79 ng 2482890 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 925 (7.028 min): BF095794.D (-919) (-) m/z 132.00 100.00%
13%.0
5000 68.0
96.1 IR SIS S
400 540 6.60 6.80 7.00 7.20 7.40
..,....,....,....,'....,.:..,.:I-.'...I..,?‘?.?,..!.,.’fﬂ‘?f’....,....,"...,.. m/z 68.05 38.21%
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
5000 i e T T T
M0 530 . m/z 134.00  31.95%
“I“'W'”'P'“ML'WJ“'Pﬁﬁh”ii?”'P'”l”'W'”;P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 o 6k 6ko 7.0 720 740
5000 m/z 66.05 22.35%
31.0 51.0
wwmmmwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole | BSLLES NLALELELEN LE ILL  BLLE
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.05 14 .57%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 15 25 §o Jo 55 éo fo 85 gb 160 1i0 150 150 140 6.60 a%o 7.00 150 IZO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095794.D

Aca On : 8 Jun 2017 21:02

Operator : SJ/MA

Sample - 13535-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 Heptadecane Concentration Rank 6

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

13.85 2.07 ng 61289 Phenanthrene-d10 14.62

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2085 (13.851 min): BF095794.D (-2081) (-) m/z 57.05 100.00%
57.0
5000
1131 1411 1691 13.60 13.80 14.00 14.20
m/z 43.10 70.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane
57.0
85.0
5000 LA L L L L L LB
13.60 13.80 14.00 14.20
20.0 m/z 71.05 68.85%
”.“.”,”.w.“.“.”,”.W.H.P.” R EREREREE SRS “'w'”"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
T T T
13.60 13.80 14.00 14.20
5000 85.0 m/z 85.10 48.71%
29.0
130 1410 1600 197.0 2250 254.0
T T T e e T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane
57.0 13.60 13.80 14.00 14.20
m/z 41.05 31.83%
5000 85.0
29.0
| ‘ | (1130 1410 1690 212.0
.”,”.W.H.P.”,”.w.”.P.”,”...”...” R RAREREEE n s R R EREE RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095794.D

Aca On : 8 Jun 2017 21:02

Operator : SJ/MA

Sample - 13535-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.63 3.58 ng 106134 Phenanthrene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 2387 (15.627 min): BF095794.D (-2383) (-) m/z 73.00 100.00%
431 30
5000 129.1
97.0 149.0 192.0 213.2 e o B Emm e
1711 256.1 15.40 15.60 15.80 16.00
m/z 43.10 81.61%
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 LRI B BULRLL BRI B

83.0 15.40 15. 60 15. 80 16. 00
‘ | 256.0 m/z 60.00 77.79%
h‘

157.0 1850 213.0

4
il ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
MM S S
15.40 15.60 15.80 16.00
5000 129.0 m/z 41.05 73.29%
97.0 199.0
157.0 242.0
15.0 177.0 223.0
LR A B e B e A RaRaEREE S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid BRI
73.0 15.40 15.60 15.80 16.00
m/z 57.10 71.72%
43.0
5000
129.0
‘ 1710 2140
soo) g MG Lmg |y LD e e
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095794.D

Aca On : 8 Jun 2017 21:02

Operator : SJ/MA

Sample - 13535-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 6 Behenic alcohol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.24 3.13 ng 84718 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Behenic alcohol
2 Trifluoroacetic acid.n-tridecvl ...
3 Pentafluoropropionic acid. tetra...
4 Heptafluorobutvric acid. n-tetra...
5 n-Tetracosanol-

326 C22H460
296 C15H27F302
360 C17H29F502
410 C18H29F702
354 C24H500

000661-19-8 91
053800-02-5 91
006222-06-6 91
007365-36-8 91
000506-51-4 83

Abundance Scan 2831 (18.239 min): BF095794.D (-2828) (-) m/z 57.10 100.00%
57.1 91.0
5000
1251 TT T T [T T T T [T T T T [T T T T[T TTT
| 153 1 207.2234.0 18.00 18.20 18.40 18.60
1 T . m/z 97.05 99.74%
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol
55.0 83.0
5000 111.0 L L B L L B
18.00 18.20 18.40 18.60
29.0 m/z 69.10 88.10%
: 139.0
| H‘ \\‘ “‘ | h167 0 196 0224.0 252.0 280.0 308.0
L B e e
m/z--> 50 100 150 200 250 300
Abundance
43.0 690
97.0 N ——
18.00 18.20 18.40 18.60
5000 m/z 83.10 86.59%%
125.0 154.0
15.0 1820 2270 5780
L B e e e oo e e e LA e e e e e B B
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester L o N
57.0 g3 18.00 18.20 18.40 18.60
m/z 43.10 72.72%
5000 111.0
280 ” ‘ 168.0 196.0
140.0 106c. .
A .”, b 3420 L
m/z--> 50 100 150 200 250 300 18.00 18 20 18. 40 18 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
Data File : BF095794.D

Acq On : 8 Jun 2017 21:02

Operator : SJ/MA

Sample - 13535-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
2-Pentanone, 4-hy... 4.60 10.3 ng 229619 1 7.37 444221 20.0
unknown7 .03 7.03 111.8 ng 2482890 1 7.37 444221 20.0
Heptadecane 13.85 2.1 ng 61289 4 14.62 592691 20.0
n-Hexadecanoic acid 15.63 3.6 ng 106134 4 14.62 592691 20.0
Behenic alcohol 18.24 3.1 ng 84718 5 18.33 540659 20.0
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