LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051119\
Data File : BG040899.D
Acq On : 12 May 2019 8:29 Instrument :
Operator : HP/JU (B.‘,'l\!A_(tSS o

- _ lentosampleld :
3?2?6 - (eres-ia P021-SS007-0206-01
ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 height area % max. total
1 3.144 4 9 17 rBV 109133 184174 5.12% 0.795%
2 3.221 17 22 35 rvB 185051 265447 7.37% 1.146%
3 5.665 430 438 447 rBV 961088 1506143 41.83% 6.504%
4 7.275 704 712 724 rBV 1056399 1835139 50.97% 7.925%
5 7.657 768 777 786 rBV 1001977 1694807 47.07% 7.319%
6 8.133 851 858 867 rBvV 208305 345992 9.61% 1.494%
7 8.456 903 913 924 rVB 695270 1182616 32.85% 5.107%
8 9.308 1050 1058 1068 rBV 619867 1134174 31.50%  4.898%
9 10.953 1331 1338 1346 rBV 263455 475723 13.21% 2.054%
10 13.385 1744 1752 1759 rBV 1543388 2396562 66.56% 10.350%

11 14.202 1884 1891 1898 rBV 310490 439444 12.21% 1.898%
12 14.760 1978 1986 1996 rBV2 445666 746929 20.75% 3.226%
13 16.247 2232 2239 2246 rBV 1581415 2337296 64.92% 10.094%
14 17.504 2447 2453 2467 rBV2 691056 1007055 27.97% 4._.349%
15 18.356 2593 2598 2612 rBV 306925 466444 12.96% 2.014%

16 19.619 2809 2813 2821 rBV3 92107 135360 3.76% 0.585%
17 20.101 2888 2895 2906 rBV 2793550 3600442 100.00% 15.549%
18 20.630 2982 2985 2991 rVB3 27268 36876 1.02% 0.159%
19 21.388 3108 3114 3128 rBvV2 202972 471345 13.09% 2.036%
20 21.787 3174 3182 3190 rBV2 677372 1132892 31.47% 4._.893%

21 22.569 3309 3315 3318 rBV3 31180 55785 1.55% 0.241%
22 22.622 3318 3324 3332 rVV3 26841 84593 2.35% 0.365%
23 23.280 3429 3436 3443 rBV5 64718 124020 3.44% 0.536%
24 23.479 3465 3470 3476 rVB3 30478 65985 1.83% 0.285%
25 23.650 3493 3499 3508 rVB3 28098 62937 1.75% 0.272%
26 24.114 3572 3578 3585 rVB5 41489 86694 2.41% 0.374%
27 24.214 3589 3595 3598 rBV7 18127 39315 1.09% 0.170%
28 25.136 3739 3752 3766 rBV2 362747 1142346 31.73% 4.933%
29 26.276 3939 3946 3958 rVB7 30880 98997 2.75% 0.428%
Sum of corrected areas: 23155532
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040899.D

Acg On : 12 May 2019  8:29

Operator : HP/JU

ﬁ?ggle i K2763-14 P021-SS007-0206-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040899.D

2500000
2000000

1500000

7.27
1000000 5.67 7.66

8.46

500000

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance TIC: BG040899.D
20.10

2500000

2000000

13.39 16.25
1500000

1000000
17.50 21.79

500000 14.76 1836
14.20 : 21.39
19.62 | 2063 25

O L o o LA e e e e e s RS S T A EEEEE e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG040899.D

2500000

2000000

1500000

1000000

500000 2514

2328265 24431 26.28

O T T T T e T T e e e e T e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040899.D

Acg On : 12 May 2019  8:29

Operator : HP/JU

ﬁ?ggle i K2763-14 P021-SS007-0206-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.22 15.34 ng 265447 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 42
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 22 (3.221 min): BG040899.D (-17) (-) m/z 73.00 100.00%
3 h
5000 43
87
3.20 3.30 3.40 3.50 3.60
o.”w.HAU“E..w”.w”” e 207244259 281 | hy743.00 38.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 BRI UL I IUA IR
43 3.20 3.30 3.40 3.50 3.60
87 m/z 87.00 28.37%
o.”.“&.H”%ﬁﬂn“”.“”.“”.“”..”..”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
41 o 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 26.80%
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 45.00 11.61%
5000 87
4
15 72
0'“'ww'$'§%'hv'”l““l“'WH'w'“"“"”"“"“'v'“w'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051119\
Data File : BG040899.D

Acq On : 12 May 2019 8:29

Operator : HP/JU

Sample : K2763-14

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\Database\NIST11l.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 3 unknown7.66

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

7.66 97.97 ng 1694810 1,4-Dichlorobenzene-d4 8.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 778 (7.663 min): BG040899.D (-768) (-) m/z 132.00 100.00%
5000 68
‘ ® 103 740 7.60 7.80 8.00
w0t ol "o ko 70 5
o....,...!!'!...," ‘”r!-.'.,..':.,..f.‘?,....,....,.1.1?.,....,"...,.. m/z 68.00 48.82%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 frr T[T T rr[rrrr[rrrr[rro1
7.40 7.60 7.80 8.00
78 m/z 66.00 34.18%
31
38 44
0 ‘ N | H | !
L L e B A s B
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance
132
R I e
9 7.40 7.60 7.80 8.00
5000 ’ m/z 134.00 32.76%
70
31
44 51 €0 7 g6 105 116
o) RS R P T SN A S RGN 1
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132 7.40 7.60 7.80 8.00
m/z 69.00 21.22%
5000
3B 44 0 g7 105
78
0 5\1 6\0 L, 86 ‘ | 115 1
R L AN e E e e
m/z--> 30 40 50 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040899.D

Acg On : 12 May 2019  8:29

Operator : HP/JU

ﬁ?ggle i K2763-14 P021-SS007-0206-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
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 5
R.T. EstConc Area Relative to ISTD R.T.
18.36 9.26 ng 466444 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
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 70
Abundance Scan 2599 (18.362 min): BG040899.D (-2593) (-) m/z 73.00 100.00%
73
5000 129 o3
¥ 115 157171185 256 BN SR SRR SN
143 199 | 227 78 18.00 18.20 18.40 18.60
ol ! m/z 43.10 94.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 RS FARRADARER
83 18.00 18.20 18.40 18.60
. 213 m/z 60.00 83.18%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 | T3
NN SRR BN I
57 18.00 18.20 18.40 18.60
5000 129 m/z 41.00 80.80%
29 g7 115 171
185 214
JLs 101 143157 199
WWWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
4 73 18.00 18.20 18.40 18.60
57 m/z 55.10 72.36%
5000 129
29
143157171185199 242
oL15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040899.D

Acg On : 12 May 2019  8:29

Operator : HP/JU

ﬁ?ggle i K2763-14 P021-SS007-0206-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.62 2.69 ng 135360 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
5 Nonanoic acid 158 C9H1802 000112-05-0 30
Abundance Scan 2813 (19.619 min): BG040899.D (-2809) (-) m/z 60.00 100.00%
43 60
5000 129
284
199213227 19.40 19.60 19.80 20.00
01 m/z 43.00 99.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 e e s ma e o
19. 40 19. 60 19. 80 20 00
m/z 73.00 91.90%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 HREUR BRI SO BN BN
57 19.40 19.60 19.80 20.00
5000 m/z 57.05 85.16%
129
29 185 228

87
101115 143157171 199,14

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid R B
60 19.40 19.60 19.80 20.00

m/z 55.00 72 .86%
41
5000 129
T
101115 | 143, 172

Otrtrr it “ M o ‘H ..‘..‘...1.57..l.................,....,... R RAREEEE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19. 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051119\
Data File : BG040899.D

Acq On : 12 May 2019 8:29

Operator : HP/JU

Sample : K2763-14

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG042319.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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 7 Cyclotetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.39 8.32 ng 471345 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 93
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3114 (21.388 min): BG040899.D (-3108) (-) m/z 57.05 100.00%
g7 83
5000 ‘ 5
111
139 239 21.00 21.20 21.40 21.60 21.80
167 285
Ol ,..J.,l.l.i.,‘....%o?.-.l. AR 42 S8 Th/z 43.05  98.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #174179: Cyclotetracosane
43
5000 ADLVARA BARAR PRI
11 21/00 21.20 2140 21.60 21.80
m/z 55.00 98.03%
o1 ‘d “ h‘ H39}§7196224250279308336
m/z--> 50 100 150 250 300 350 400 450 500
Abundance
57 83
21,00 21.20 21.40 21.60 21.80
5000 m/z 83.05 86.16%
29 111
o 139 168196223 252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol
57 |97 21.00 21.20 21.40 21.60 21.80
m/z 69.00 75.75%
5000
125
o 29 153181209236 264292320 350378
m/z--> 50 100 150 200 250 300 350 400 450 500 21/00 21.20 2140 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040899.D

Acg On : 12 May 2019  8:29

Operator : HP/JU

ﬁ?ggle i K2763-14 P021-SS007-0206-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
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 8 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.28 2.19 ng 124020 Chrysene-d12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 95
2 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 64
3 9-Octadecenamide 281 C18H35NO 003322-62-1 49
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 35
5 3-Octanone 128 C8H160 000106-68-3 25
Abundance Scan 3436 (23.280 min): BG040899.D (-3429) (-) m/z 43.00 100.00%
P 4o
85
5000

23.00 23.20 23.40 23.60

0 m/z 57.05 98.02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128447: 9-Octadecenamide, (2)-
59
50001 41 R PR BN DU DU
23.00 23.20 23.40 23.60
83 126 m/z 59.00  78.92%
\‘ \M H\ Hl\fo 154 184 220238 264281
Ol et AL L L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
a1 23.00 23.20 23.40 23.60
5000 m/z 55.05 75.79%

137

8 110

154 103 221240 277294 320337

G L ) S S LS LN LA AR LR AN SARAN LR LALA SALA EARLI L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128442: 9-Octadecenamide AR ERREE RS
41 23.00 23.20 23.40 23.60
9 m/z 84.95 59.69%
83
5000

o HH\ 150 17819g 220238 263281
Illlllllll‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\

Data File : BG040899.D

Acg On : 12 May 2019  8:29

Operator : HP/JU

3?22'6 i K2763-14 P021-SS007-0206-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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]
Butane, 2-methoxy... 3.22 15.3 ng 265447 1 8.13 345992 20.0
unknown7 .66 7.66 98.0 ng 1694810 1 8.13 345992 20.0
n-Hexadecanoic acid 18.36 9.3 ng 466444 4 17.50 1007060 20.0
Octadecanoic acid 19.62 2.7 ng 135360 4 17.50 1007060 20.0
Cyclotetracosane 21.39 8.3 ng 471345 5 21.79 1132890 20.0
9-Octadecenamide, ... 23.28 2.2 ng 124020 5 21.79 1132890 20.0
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