LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094966.D

Aca On : 8 May 2017 3:35

Operator : SJ/MA

Sample : 13007-01

Misc :

ALS Vial : 13 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 5.048 524 529 546 rBV 310721 664491 18.92% 2.369%
2 5.672 630 635 664 rBY 1968672 2916699 83.03% 10.400%
3 6.254 729 734 746 rBV3 18631 36998 1.05% 0.132%
4 7.266 900 906 921 rBVY 1968386 2994738 85.25% 10.679%
5 7.384 921 926 939 rVB 2377891 3206194 91.27% 11.433%
6 7.719 979 983 1001 rVB 504915 614615 17.50% 2.192%
7 7.960 1019 1024 1037 rBvY 2066536 2456131 69.92% 8.758%
8 8.625 1131 1137 1158 rBV 1420548 1960719 55.82% 6.992%
9 9.742 1322 1327 1338 rBVY 570990 807398 22.98% 2.879%
10 11.519 1623 1629 1643 rBVY 2663139 3512861 100.00% 12.526%

11 12.207 1741 1746 1758 rBV 269383 359234 10.23% 1.281%
12 12.572 1803 1808 1821 rBV2 648045 925504 26.35% 3.300%

13 13.413 1947 1951 1956 rBV 42228 44193 1.26% 0.158%
14 13.866 2022 2028 2043 rBV 1335677 2028547 57.75% 7.233%
15 14.183 2073 2082 2085 rBV 36311 47571 1.35% 0.170%

16 14.971 2211 2216 2231 rBV 596825 828202 23.58% 2.953%
17 15.936 2376 2380 2390 rBV3 74220 102287 2.91% 0.365%
18 17.142 2581 2585 2590 rBvV2 121715 123409 3.51% 0.440%
19 17.301 2606 2612 2615 rBV 2479207 2963286 84.36% 10.567%
20 18.065 2738 2742 2746 rBV 78118 75845 2.16% 0.270%

21 18.601 2826 2833 2835 rBV5 19739 43828 1.25% 0.156%
22 18.636 2835 2839 2855 rVB 538980 722872 20.58% 2.578%

23 20.300 3118 3122 3135 rBV 378385 550151 15.66% 1.962%
24 23.736 3699 3706 3717 rVB 19405 58213 1.66% 0.208%

Sum of corrected areas: 28043986
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094966.D

Aca On : 8 May 2017 3:35

Operator : SJ/MA

Sample : 13007-01

Misc :

ALS Vial : 13 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: BF094966.D
2500000 7.38
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Abundance TIC: BF094966.D
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Abundance TIC: BF094966.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094966.D

Aca On : 8 May 2017 3:35

Operator : SJ/MA

Sample : 13007-01

Misc :

ALS Vial : 13 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.

5.05 21.62 ng 664491 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 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 529 (5.048 min): BF094966.D (-524) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1

| | 83.0 | 480 500 520 5.40
e A AR AR RARLS RRAS NRARS RRARE ARRAS NARSS LARANRARA) LA SARA BARRS m/z 59.10 60.56%

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 50.0

4.80 5.00 5.20 5.40
m/z 101.10  21.95%

31.0 ‘ g30 1010
O P T T T T e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
59.0

4.80 5.00 5.20 5.40

5000 41.0 m/z 58.10 15.91%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methy!- P R
43.0 4.80 500 520 540

m/z 41.10 10.46%

5000
15.0 10 101.0
‘ 27.0 56.0 : ‘
AT | | , 86.0 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094966.D

Aca On : 8 May 2017 3:35

Operator : SJ/MA

Sample : 13007-01

Misc :

ALS Vial : 13 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.

7.38 104.33 ng 3206190 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 925 (7.378 min): BF094966.D (-921) (-) m/z 132.00 100.00%
13%.0
5000 68.1
00 510 || 5o ™ i1 7h 7o 740 Tk 7o
O L L R . (e e m/z 68.10 39.94%
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 o o Tl T T 75
10 550 %0 70 m/z 134.00  32.32%
‘ 79.0 :
0'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l“ml”'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 m/z 66.05 23.59%
104.0
ol 140 27.0 390 5.0 660 770 g9, 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 15.33%
5000
150 280 390 520 830 770 900 1040 .., |
mz-> b % 3 4 5 60 70 80 80 100 110 130 130 140 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 : BF094966.D

Aca On : 8 May 2017 3:35

Operator : SJ/MA

Sample : 13007-01

Misc :

ALS Vial : 13 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 5
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.47 ng 102287 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 2381 (15.942 min): BF094966.D (-2376) (-) m/z 73.00 100.00%
431  73.0
5000
129.1
213.2 L B B e e e
970 1491 1851 256.2 15.60 15.80 16.00 16.20
(o} m/z 43.10 87.97%
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  70.00%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 30
15.|60 15.I80 16.|00 16.|20 !
5000 m/z 55.00 69.32%
129.0
171.0 214.0
. 97.0 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 15.60 15.80 16.00 16.20
m/z 57.10 60.49%
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 : BF094966.D

Aca On : 8 May 2017 3:35

Operator : SJ/MA

Sample : 13007-01

Misc :

ALS Vial : 13 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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.14 3.41 ng 123409 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27

Abundance Scan 2585 (17.142 min): BF094966.D (-2581) (-) m/z 56.10 100.00%
56.1
5000
33.0 129.1 257.3 B e RERmsmasme o]
|| I 1571 185.1 213.2 16.80 17.00 17.20 17.40
Obrrrprrrrfe s m/z 57.05 51.37%
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 43.10 39.77%
‘ 83 0 129 0 257.0
0 [l h H \M ) \ il 157. O 185 0 213 0 ‘ \\ 283 0 312 0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 360 '
Abundance
56.0
16.80 17.00 17.20 17.40
5000 m/z 41.00 37 .85%
29.0
83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12841: Nipecotic acid

16.80 17.00 17.20 17.40
m/z 73.00 30.28%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094966.D

Aca On : 8 May 2017 3:35

Operator : SJ/MA

Sample : 13007-01

Misc :

ALS Vial : 13 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 unknownl18.07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.07 2.10 ng 75845 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 42
2 Nipecotic acid 129 C6H11NO2 000498-95-3 38
3 Cvclopropane. 1-(1-methvlethvl)-... 210 C15H30 041977-39-3 27
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 27
5 2-Methyl-1-octadecene 266 C19H38 061868-20-0 27
Abundance Scan 2743 (18.071 min): BF094966.D (-2738) (-) m/z 56.10 100.00%
56.1
5000
129.1 285.3
83.0 185.2 2411 17.80 18.00 18.20 18.40
01 m/z 57.00 57 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56.0
5000 LRI SRR UL SUMSULE BULRS.
229.0 17.80 1800 18.20 18.40
0
‘ Fao 129.0 185.0 284.0 m/z 43.05 38.61%
Obrer e e 7 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
|17.80 18.00 18.20 18.40
5000 m/z 41.10 36.06%
30.0 84.0 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69593: Cyclopropane, 1-(1-methylethyl)-2-nony!-
56.0 17.80 18.00 18.20 18.40
m/z 73.00 33.46%
5000
83.0
. “ 1110 1540 1820 2100 l L
mz-> 3 46 60 80 100 130 140 1% 130 250 230 240 280 280 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 : BF094966.D

Aca On : 8 May 2017 3:35

Operator : SJ/MA

Sample : 13007-01

Misc :

ALS Vial : 13 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 unknown23.74 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.74 2.12 ng 58213 Perylene-d12 20.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethaneperoxoic acid. 1l-cvano-1.4... 267 C15H25N03 058422-65-4 38
2 1-Oxaspirol4.51decan-2-one. 6-is... 208 C13H2002 1000157-58-3 22
3 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H25I 1000195-85-9 18
4 4a.5.6.7.8.8a.10.10a-0Octahvdro-2... 207 C12H17NO2 1000194-96-9 14
5 2,4,5,5,8a-Pentamethyl-4a,5,6,7,... 208 C14H240 1000195-30-1 12
Abundance Scan 3707 (23.741 min): BF094966.D (-3699) (-) m/z 69.05 100.00%
69.0
95.0 1230
41.0
5000 163.2
218.2
191.0
| 23.40 23.60 23.80 24.00
o} L aa Ean i R m/z 95.00 80.45%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #116439: Ethaneperoxoic acid, 1-cyano-1,4,8-trimethyl-7-no...
125.0
164.0
5000
192.0 23.40 23.60 23.80 24.00
“' m/z 71.00 78.91%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
125.0
23.40 23.60 23.80 24.00
5000{ 41.0 m/z 123.00 75.10%
67.0 93.0 208.0
: 165.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 A
Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1.. R L
.0 23.40 23.60 23.80 24.00
m/z 83.00 72.63%
5000

235.0 276.0 332.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
Data File : BF094966.D

Acq On : 8 May 2017 3:35

Operator : SJ/MA

Sample : 13007-01

Misc :

ALS Vial : 13 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... 5.05 21.6 ng 664491 1 7.72 614615 20.0
unknown? .38 7.38 104.3 ng 3206190 1 7.72 614615 20.0
n-Hexadecanoic acid 15.94 2.5 ng 102287 4 14.97 828202 20.0
Hexadecanoic acid... 17.14 3.4 ng 123409 5 18.64 722872 20.0
unknown18.07 18.07 2.1 ng 75845 5 18.64 722872 20.0
unknown23.74 23.74 2.1 ng 58213 6 20.31 550151 20.0
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