LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035383.D

Aca On : 25 Jun 2018 18:13

Operator : JU/SJ

Sample = J3632-02

Misc :

ALS Vial : 14 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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 5.161 312 319 326 rBV 76335 125197 2.76% 0.507%
2 5.631 390 399 411 rBVY 1149050 1882125 41.49% 7.629%
3 7.212 659 668 679 rBY 1203536 2159900 47.61% 8.755%
4 7.587 724 732 743 rBVY 1177379 2004365 44.18% 8.124%
5 8.052 804 811 818 rBV 197190 334036 7.36% 1.354%

8.375 858 866 875 rvB 839069 1477024 32.56% 5.987%
9.215 1000 1009 1020 rBV 718761 1298664 28.62% 5.264%
10.854 1279 1288 1299 rBV 250128 459605 10.13% 1.863%
13.297 1697 1704 1714 rBV 1900471 2991073 65.93% 12.124%
14.120 1838 1844 1852 rBV 210955 314483 6.93% 1.275%

=
QO ~NO®

11 14.672 1930 1938 1948 rBV2 437182 705081 15.54% 2.858%
12 16.158 2183 2191 2202 rBV 1790327 2737341 60.34% 11.095%
13 17.415 2399 2405 2412 rBV 611492 936013 20.63% 3.794%
14 18.297 2548 2555 2563 rBV 179986 269614 5.94% 1.093%
15 19.565 2767 2771 2782 rBV2 91809 134015 2.95% 0.543%

16 20.024 2843 2849 2858 rBV 3459370 4536854 100.00% 18.389%
17 21.322 3063 3070 3082 rBV3 88282 215680 4._75% 0.874%

18 21.680 3124 3131 3145 rVB2 647894 1078332 23.77% 4_.371%
19 24.899 3667 3679 3692 rBV 351044 1012291 22.31% 4.103%

Sum of corrected areas: 24671693
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035383.D

Aca On : 25 Jun 2018 18:13

Operator : JU/SJ

Sample : J3632-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG035383.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035383.D

Aca On : 25 Jun 2018 18:13

Operator : JU/SJ

Sample : J3632-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.16 7.50 ng 125197 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 17
3 3-Hexanol 102 C6H140 000623-37-0 17
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 16
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12

Abundance Scan 319 (5.161 min): BG035383.D (-312) (-) m/z 43.15 100.00%
31
59.1
5000
101.2
| 83.2 4.80 5.00 5.20 5.40
o Y 1 P | SIS N m/z 59.15 61.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S R A R B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.15 24 .49%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
31.0 59.0
480 500 520 540
5000 m/z 58.15 20.42%
41.0
0 "'l""|""|""|"'§?9"'|""7?f{'|'?7ﬂ' "}?%P"I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4419: 3-Hexanol
59.0 4.80 5.00 5.20 5.40
m/z 41.15 10.27%
73.0
5000
43.0
31.0
o5l il s e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035383.D

Aca On : 25 Jun 2018 18:13

Operator : JU/SJ

Sample : J3632-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 120.01 ng 2004370 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 732 (7.587 min): BG035383.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2

7.20 7.40 7.60 7.80 8.00

o..@f”k.b...,...w..???ﬁn.,...w....“...,”..F??ﬂ m/z 68.15 47.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 1{\|||||||||||||||||||||

7.20 7.40 7.60 7.80 8.00
m/z 134.15 34.87%

31.0 ‘
O.Mﬂ.k”,k.”,.”.,.”. s IV
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0 132.0
R o RARERRE RS
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.68%
189.0
ol by -
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14770: Cyclopropanamine, 1-phenyl- P e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 20.98%
5000
77.0
o??P“%l.wh..,”..,”.. e L NSRS
m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035383.D

Aca On : 25 Jun 2018 18:13

Operator : JU/SJ

Sample : J3632-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.30 5.76 ng 269614 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 2556 (18.302 min): BG035383.D (-2548) (-) m/z 73.15 100.00%
5000 J\“ﬁ~
256.4 0N 1290 1840 1aen
18 00 18 20 18. 40 18 60
ol 2811 3821 "n/z 60.15 81.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LRI BN UL UL I
129.0 18 00 18 20 18.40 18.60
97.0 213.0 m/z 57.15 65.22%
Ll | 7o
0 Il”‘i ‘”\\IHII“” [ \H i ||‘||||‘|||‘||||‘||‘|‘|||||||‘||||||||‘|||||||||||||||||||||
m>mmmmmmmmmmmmmmmm
Abundance
73.0
43.0 18.00 18.20 18.40 18.60
m/ 55.15 64 .20%
5000 1290 4 0
185.0 228.0
97.0
o 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72647: Tridecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 43.15 62.57%
5000 129.0
171.0
‘ ‘ 214.0
ol Ao ALl “\. U OO S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035383.D

Aca On : 25 Jun 2018 18:13

Operator : JU/SJ

Sample : J3632-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.57 2.49 ng 134015 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2772 (19.571 min): BG035383.D (-2767) (-) m/z 73.15 100.00%
5000
185.3 2413 2844
39 19.20 19.40 19.60 19.80
4 434.4
o 380.4 m/z 55.15  94.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43.0
5000 129.0
3.0 19.20 19.40 19.60 19.80
1850  54q o 2840 m/z 60.15  74.43%
oL, I\‘IHI .|..‘. ‘-‘|‘- .\. "I el - .“. e
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
19.20 19.40 19.60 19.80
5000 20,0 129.0 m/z 57.25 68.72%
' 199.0 242.0
0'"'|""|""]|'6'3"0''|""|""|""|""|""
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.0 19.20 19.40 19.60 19.80
m/z 43.25 67.67%
5000 129.0
171.0 213.0 256.0
50, | 1]
0 R e e U P
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035383.D

Aca On : 25 Jun 2018 18:13

Operator : JU/SJ

Sample : J3632-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Bromoacetic acid, hexadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.32 4.00 ng 215680 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 86
3 Carbonochloridic acid. decvl ester 220 C11H21CIlI02 055488-51-2 80
4 1-Heptacosanol 396 C27H560 002004-39-9 68
5 11-Tricosene 322 C23H46 052078-56-5 58
Abundance Scan 3070 (21.322 min): BG035383.D (-3063) (-) m/z 83.15 100.00%
433 | |
5000
21.00 21.20 21.40 21.60
ok m/z 69.15 97 .39%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191698: Bromoacetic acid, hexadecyl ester
43.0
83.0
5000
21.00 21.20 21.40 21.60
‘ T30 m/z 57.15 83.89%
o --‘-“‘.‘ \H L, P -1 E
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 21,00 21.20 21.40 21.60
5000 m/z 55.15 79.17%
o0L220 139.0 182.0 224.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #76990: Carbonochloridic acid, decyl ester P A T
58.0 21.00 21.20 21.40 21.60
m/z 43.25 76 .05%
5000 97.0
o150 | ) l 140.0 1850
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 2140 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062518\
Data File : BG035383.D

Acq On : 25 Jun 2018 18:13

Operator : JU/SJ

Sample - J3632-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_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... 5.16 7.5 ng 125197 1 8.05 334036 20.0
unknown? .59 7.59 120.0 ng 2004370 1 8.05 334036 20.0
n-Hexadecanoic acid 18.30 5.8 ng 269614 4 17.42 936013 20.0
Octadecanoic acid 19.57 2.5 ng 134015 5 21.68 1078330 20.0
Bromoacetic acid,... 21.32 4.0 ng 215680 5 21.68 1078330 20.0
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