LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 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:\HPCHEM1\BNA G\METHODS\8270-BG060517.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 3.982 10 50 53 rBv2 430174 2905187 6.58% 2.142%
2 4.470 112 133 136 rBv 194193 811527 1.84% 0.598%
3 5.439 175 298 301 rVB 2320507 44119549 100.00% 32.524%
4 5.886 336 374 377 rBVY 1039207 7268837 16.48% 5.358%
5 6.039 377 400 403 rVB 804797 4012671 9.09% 2.958%
6 6.156 413 420 427 rBV 625869 1124049 2.55% 0.829%
7 6.362 427 455 458 rvVv 548801 2851073 6.46% 2.102%
8 7.684 652 680 682 rBV 348754 1634879 3.71% 1.205%
9 7.719 682 686 697 rVB2 453745 962514 2.18% 0.710%
10 8.113 744 753 763 rVB 1068989 2100578 4_.76% 1.548%

11 8.900 879 887 895 rBvV 845844 1580137 3.58% 1.165%
12 9.311 914 957 969 rBv2 1170389 6365880 14.43% 4.693%
13 9.740 1017 1030 1042 rVB 740018 1457611 3.30% 1.075%
14 10.721 1168 1197 1203 rBV3 419046 2073670 4._.70% 1.529%
15 11.391 1303 1311 1317 rVV 319088 628604 1.42% 0.463%

16 12.073 1390 1427 1440 rBV 1526165 9698807 21.98% 7.150%
17 12.519 1495 1503 1511 rBV 361797 670597 1.52% 0.494%
18 13.354 1598 1645 1658 rBV 3380508 25185967 57.09% 18.566%
19 13.783 1711 1718 1726 rVB 2170848 3600287 8.16% 2.654%
20 15.152 1945 1951 1969 rVVv2 573908 1187673 2.69% 0.876%

21 16.421 2161 2167 2172 rVV 338588 550598 1.25% 0.406%
22 16.491 2172 2179 2191 rVvV 956966 1866826 4.23% 1.376%
23 16.632 2192 2203 2210 rVB2 1992404 3868039 8.77% 2.851%
24 17.901 2412 2419 2425 rBV2 629218 1062116 2.41% 0.783%
25 18.753 2558 2564 2585 rBV 497701 790514 1.79% 0.583%

26 20.011 2773 2778 2791 rBV 412842 663923 1.50% 0.489%
27 20.481 2852 2858 2865 rBV 3056674 4285121 9.71% 3.159%

28 22.290 3159 3166 3177 rVB 597766 1189675 2.70% 0.877%
29 25.998 3787 3797 3812 rVB3 342764 1136864 2.58% 0.838%

Sum of corrected areas: 135653773
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060517 .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: BG027232.D
3000000
2500000 5.44

2000000

12.07
1500000

5.89
1000000 - ou 8.90
6.1 S
36
500000 3.98 74 10 2 11 39 12.52
4.47
0 /\A

Time--> 400 450 500 550 6.00 6.50 700 750 8.00 850 900 950 1000 1050 1100 1150 1200 1250 1300
Abundance TIC: BG027232.D

-35 20.48

3000000

2500000

13.78
16.63
2000000

1500000

1000000 16.4p

500000 16,42 20.01 A
I

L

O e LA A e e o B B T B e e A o o o o o e o

Time--> 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: BG027232.D

3000000
2500000
2000000
1500000
1000000

500000 26.00

S,
e

Time--> 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:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 Propanoic acid Concentration Rank 6

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

3.98 36.77 ng 2905190 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid 74 C3H602 000079-09-4 91
2 Ethanol. 2-nitro-. propionate (e... 147 C5HONO4 005390-28-3 64
3 3-Nitropropanoic acid 119 C3H5N0O4 000504-88-1 23
4 Ethvl ether 74 C4H100 000060-29-7 9
5 Propanoic acid, 2-hydroxy-, ethy... 118 C5H1003 000687-47-8 9

Abundance Scan 50 (3.982 min): BG027232.D (-10) (-) m/z 74.00 100.00%
74.0
45.0
5000
380 400 420 4.40
o....,....,'~:-..-|I~,...-.,....,....,....,....,....,....,29‘?-.9. m/z 45.00 74.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #811: Propanoic acid
28.0 45.0 74.0
5000
380 400 420 4.40
m/z 73.00 65.00%
0""|"“"N""'|'""|'"'|'"'l""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
27.0
380 400 420 4.40
5000 m/z 56.95 41.24%
oo 74O A
99.0
G R L U UL B W B W LI WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9005: 3-Nitropropanoic acid SRR B s e e
45.0 73.0 380 400 420 4.40
290 m/z 55.00 22 _.20%
N /L
0 A ‘H\ \H‘ N . I8 102.0 120.0 f\/\
m/z--> 20 40 60 80 100 120 140 160 180 200 380 400 420 440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 Propanoic acid, 2-methyl- Concentration Rank 14

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

4._.47 10.27 ng 811527 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 90
2 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 59
3 Methvl alvoxal 72 C3H402 000078-98-8 37
4 Butanoic acid. 2-propenvl ester 128 C7H1202 002051-78-7 32
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 12

Abundance Scan 133 (4.470 min): BG027232.D (-112) (-) m/z 43.00 100.00%
43.0
5000 73.0 ///LWR\\\,,////
A e
55.0 88.0 420 4.40 4.60 4.80
37, 48.9
O'W“P“WMW““PMP“WJ%J'Lmv“4“W““PMP“WMW““WLP“W“ m/z 41.00 53.12%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2056: Propanoic acid, 2-methyl-
43.0
5000 R R N U S
420 4.40 4.60 4.80
27.0 730 m/z 73.00 40.09%
150 370 . 50 %0
A LAt AN AL Rk LAAE) ALY AR ML RARSI ALK MRS LA AR AR LA kA L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43.0
420 4.40 4.60 4.80
5000 m/z 39.00 18.14%
31.0 61.0 70.0 88.0
. 15.0 501 | 37.0 55.0
L L B LA L) LR LY AL RARLY KAk ALY KAk BRI KAy AR LAy MUY KAL) KA A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #628: Methy! glyoxal R A REmEE S
43.0 420 4.40 4.60 4.80
m/z 44.95 15.50%
5000 15.0
29.0
0 | Ll womw 56.0 72.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 3 Butanoic acid Concentration Rank 1

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

5.44 558.43 ng 44119500 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 86
2 _.beta.-1-Arabinopvranoside. methvl 164 C6H1205 001825-00-9 9
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 9
4 Butanoic acid. 4-chloro- 122 C4H7CIl02 000627-00-9 9
5 Hexanoic acid 116 C6H1202 000142-62-1 9

Abundance Scan 298 (5.439 min): BG027232.D (-175) (-) m/z 60.00 100.00%
6d.0
. /
42.0
| 87.0 2070 520 5.40 5.60 5.80
ol NS A .. —— 107 £4 X m/z 73.00 36.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2020: Butanoic acid
60.0
5000 T "|""|'L"|""|"'
520 5.40 5.60 5.80
41.0 m/z 42.00 23.74%
0'}%QM"WL'h"'“|§%9'|“"|"'w""|'“'|""w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
520 5.40 5.60 5.80
5000 m/z 41.00 22.54Y%
o 86.0  115.0 133.0 /
miz--> 20 40 60 80 100 120 140 160 180 200 i
Abundance #21817: Propanedioic acid, propyl- S EARs mm
44.0 60.0 520 5.40 5.60 5.80
m/z 45.00 18.43%
5000
27.0
0"'l""l"'''"|8'7"q'|""|""|""|""|""|'"' U RN UL LR
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 Butanoic acid, 3-methyl- Concentration Rank 4

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

5.89 92.00 ng 7268840 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 90
2 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 39
3 Pentanoic acid 102 C5H1002 000109-52-4 38
4 Formic acid hvdrazide 60 CH4N20 000624-84-0 9
5 Heptanoic acid 130 C7H1402 000111-14-8 9

Abundance Scan 375 (5.892 min): BG027232.D (-336) (-) m/z 60.00 100.00%
6d.0
5000 43.0
87.0
| | 69.0 1010 5.60 5.80 6.00 6.20
O B o I e m/z 43.00 37.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60.0
5000 43.0 5.60 5.80 6.00 6.20
87.0 m/z 41.00 32.59%
o150 20 ‘\ 80 1010
m/z--> fo 25 35 Jo §o 60 75 éo §o 160 1io
Abundance
32.0
60.0 88.0 5.60 5.80 6.00 6.20
5000 18.0 : m/z 45.00 21.63%
44.0
70.0
e S S S SULIURS SURIIL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4248: Pentanoic acid
60.0 5.60 5.80 6.00 6.20

m/z 87.00 19.67%
5000

29.0 410
15.0 Ll L1500, 870 1010

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 Butanoic acid, 2-methyl- Concentration Rank 5

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

6.04 50.79 ng 4012670 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 87
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 78
3 Propanoic acid 74 C3H602 000079-09-4 28
4 1-Butene. 4-butoxv- 128 C8H160 034061-76-2 9
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 9

Abundance Scan 400 (6.039 min): BG027232.D (-377) (-) m/z 74.00 100.00%
74.0
57.0
5000 41.0

Ll 580 6.00 620 6.40

o....,....,....,..'.|.,...1.0,1-.0...,....,....,....,....,297.-9. m/z 57.00 60.66%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #4278: Butanoic acid, 2-methyl-
74.0
29.0 57.0
5000

5.80 6.00 6.20 6.40
m/z 41.00 45 _.95%

‘ 102.0

0130 11l ‘M‘ H \‘
L i o e o B B S LA e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74.0
e e BEmas mm
5.80 6.00 6.20 6.40
5000 43.0 m/z 87.00 26.27%
27.0 101.0117.0
O B B o LA A B o s L B o R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #812: Propanoic acid
28.0 5.80 6.00 6.20 6.40
74.0 m/z 73.00 19.18%
5000 450
m/z--> 20 40 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40

8270-BG060517.M Tue Jun 06 14:24:38 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 Pentanoic acid Concentration Rank 7

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

6.36 36.09 ng 2851070 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Butanoic acid 88 C4H802 000107-92-6 83
3 Hexanoic acid 116 C6H1202 000142-62-1 56
4 _beta.-Methvl xvloside 164 C6H1205 1000130-04-0 40
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 40

Abundance Scan 455 (6.362 min): BG027232.D (-427) (-) m/z 60.00 100.00%
6d.0
5000
o 6.00 6.20 6.40 6.60
0 ...,....',|".|..|!- B 2989 | /573,00 40.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4247 Pentanoic acid
60.0
5000
6.00 6.20 6.40 6.60
41.0 m/z 41.00 18.49%
0 ...,.“l‘..‘,m.‘..‘l“...‘.,8.7‘.'9.|....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
600 6.20 640 660
5000 m/z 45.00 14.21%
41.0
18.0 88.0
e L S S L WL W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8071: Hexanoic acid R e L
60.0 6.00 6.20 6.40 6.60
m/z 55.00 12.20%
5000
41.0
‘ 87.0
o -1-5-'?-‘-‘--‘.‘H--‘1"--”-‘-.-‘---.----.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 unknown8.11 Concentration Rank 9

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

8.11 26.59 ng 2100580 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 753 (8.113 min): BG027232.D (-744) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 R SRR AR
40.0 7.80 8.00 8.20 8.40
0 .l:,...I,':.1.1‘.‘-,9..-J.,....,....,....,297.-9. m/z 68.00 43.41%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L RN R LR LA
7.80 8.00 8.20 8.40
310 510 m/z 134.00 32.74%
0"k%IhH'I'PNL""I“”'I""P"'I"”I""I”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
780 8.00 820 840
5000 m/z 66.00 27 .93%
67.0
91.0
52.0 106.0
L B L UL L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine ./..\, R AEEARE R
132.0 7.80 8.00 8.20 8.40
m/z 69.00 16.73%
5000
0 ---‘-.-ﬁlf?ﬁﬁ7ﬂfiﬁsﬁf{-‘.J“- LA B S B B
m/z--> 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 Benzeneacetic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.07 308.58 ng 9698810 Naphthalene-d8 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 83
3 p-Methvlbenzeneboronic acid 136 C7H9BO2 005720-05-8 64
4 Benzoic acid. 4-methvyl- 136 C8H802 000099-94-5 64
5 Benzene, (2-methoxyethyl)- 136 C9H120 003558-60-9 64
Abundance Scan 1427 (12.073 min): BG027232.D (-1390) (-) m/z 91.00 100.00%
91.0
5000
136.0
w0 0 11.80 12.00 12.20 1240
Ol et ,~'.|. — il 8 e 20 Th/z 136.00 0 29.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16277: Benzeneacetic acid
91.0
5000 R AN SN SUNUBN UL
136.0 11.80 12.00 12.20 12.40
65.0 ' m/z 92.00 18.59%
0 39\.0‘ i A I 118.0 .
m/z--> 25 Jo éo 86 160 150 150 1éo 1éo 260
Abundance
91.0
11.80 12.00 12.20 12.40
5000 m/z 65.00 17.16%
136.0
65.0
ol_27.0 44.0 118.0 152.0 177.0
m/z--> 25 Jo éo 86 160 150 150 1éo 1éo 260
Abundance #16179: p-Methylbenzeneboronic acid R AREEEEEE B ERm
91.0 11.80 12.00 12.20 12.40
m/z 39.00 7.26%
136.0
5000
45.0 65.0
0. |2.7..0..|.... |“=“' : .‘luu“.‘.luululu‘?‘.lou ..‘.‘l R R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 1,2-Benzenediol, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.52 21.34 ng 670597 Naphthalene-d8 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 96
2 1.2-Benzenediol. 3-methvl- 124 C7H802 000488-17-5 94
3 1.3-Benzenediol. 2-methvl- 124 C7H802 000608-25-3 58
4 Orcinol 124 C7H802 000504-15-4 53
5 Salicyl alcohol 124 C7H802 000090-01-7 50
Abundance Scan 1503 (12.519 min): BG027232.D (-1495) (-) m/z 124.00 100.00%
124.0
78.0
5000
51.0 e
% 107.0 50 165.0176.0 1220 12140 12.60 12.80 |
0 e m/z 78.00 66.25%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #10434: 1,2-Benzenediol, 4-methyl-
124.0
78.0
5000
12.20 12.40 12.60 12.80
51.0 ‘ 107.0 m/z 123.00 64 .55%
0 .,....,2.7‘.'0..“i‘..“l”.,”.”‘...‘,‘...“.,.‘H..., ‘...l....l....l..
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
78.0 124.0
12.20 12.40 12.60 12.80
5000 m/z 77.00 27 .37%
51.0 106.0
27.0
I L B L S UL B B BRI W
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #10439: 1,3-Benzenediol, 2-methyl-
124.0 12.20 12.40 12.60 12.80
m/z 51.00 20.62%
5000
390 78.0 95.0
ol - .1.5.'0| . .“i“. .‘Shﬁ:ol‘.”‘.‘. "“fl ; .‘h I .‘H. — \I e
m/z--> 0 20 40 60 80 100 120 140 160 180 12.20 12.40 12.60 12.80

8270-BG060517.M Tue Jun 06 14:24:39 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 11 Hydrocinnamic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.35 424.12 ng 25186000 Acenaphthene-d10 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 96
2 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13NO3 1000129-40-0 90
3 Benzenepropanoic acid l1-methvlet... 192 C12H1602 022767-95-9 78
4 Acetic acid. trifluoro-. 2-phenv... 218 C10H9F302 055419-66-4 58
5 Benzenepropanoic acid, silver(1+... 256 C9H9AgO2 075112-79-7 53
Abundance Scan 1644 (13.348 min): BG027232.D (-1598) (-) m/z 91.00 100.00%
91.0
5000 //////\_
150.0
51.0 200 1290 12040 1280
13.00 13.20 13.40 13.60
O ek .-.'|..,'}’.1.‘.H', ol Moo | 2060 2389 | “n/7 104.00 53.63%
m/z-> 20 40 100 120 140 160 180 200 220 240
Abundance #24397: Hydrocinnamic acid
91.0
5000 150.0 13.00 13.20 13.40 13.60
51.0 m/z 150.00 34.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

F

Abundance
91.0
13.00 13.20 13.40 13.60
5000 m/z 77.00 19.19%
150.0
51.0
124.0 255.0
(O e L BRI e e o e e e R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54464:. Benzenepropanoic acid 1-methylethyl ester L e e o B
91.0 13.00 13.20 13.40 13.60
m/z 105.00 18.71%
5000 150.0
Oﬂo‘mom% 11201310 | 17301920
IR o s o e B m e E e R R n e e R e e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. OO 13. 20 13. 40 13.60

8270-BG060517.M Tue Jun 06 14:24:40 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 12 unknownl6.42 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.42 9.27 ng 550598 Acenaphthene-d10 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dimethvlamino-4-ketohexanoic a... 187 C9H17NO3 1000353-25-7 47
2 2-Nonanone 142 C9H180 000821-55-6 46
3 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 43
4 2-Heptanone 114 C7H140 000110-43-0 43
5 Pholedrine 165 C10H15NO 000370-14-9 43
Abundance Scan 2167 (16.421 min): BG027232.D (-2161) (-) m/z 43.00 100.00%
43.0
5000

71.0 97.0 125.0
I | 142.0 164.0 182.0 16.20 16.40 16.60 16.80

0 ...,....',:'...MLJM,.'.':.,-I'...-,'....,.'...,.'...,220?;9. m/z 58.00 84.46%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51260: 6-Dimethylamino-4-ketohexanoic acid, methyl ester
58.0
5000 LI I L L L L L LB
16.20 16.40 16.60 16.80
420 m/z 55.00 39.75%
L0 "7 80 114.0 1540  187.0
T e e e e e T [
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
58.0
16.20 16.40 16.60 16.80
5000 m/z 41.00 24.32%
41.0
85.0 113.0 142.0
L0 L o o o e T B o 8 BN e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12504: 2-Heptanone, 6-methyl-
43.0 16.20 16.40 16.60 16.80
m/z 125.00 19.98%
5000
71.0
27.0 95.0
Y i .5 . N B USRI A 0"
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16. 40 16.60 16.80

8270-BG060517.M Tue Jun 06 14:24:41 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 13 unknownl16.49 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.49 31.44 ng 1866830 Acenaphthene-d10 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 43
2 1-Nonene. 2-ethvl-3-(methoxymeth... 214 C13H2602 1000197-21-7 35
3 2-Nonanol 144 C9H200 000628-99-9 35
4 2-Ethoxvpentane 116 C7H160 001817-89-6 27
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 27
Abundance Scan 2179 (16.491 min): BG027232.D (-2172) (-) 45.00 100.00%
4.0 73.0
5000
98.0 115.0
158.1

‘ | 16.20 16.40 16.60 16.80
141.1
0 e 200 || 1881 2070 1t T3T00 81, 75%

m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #275: Hydrazine, ethyl-
45.0
5000

16.20 16.40 16.60 16.80

27? m/z 55.00 50.80%
obrrrelll O e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
45.0
16.20 16.40 16.60 16.80
5000 m/z 59.95 39.76%
129.0
83.0
o 29.0 61.0 99.0 152.0168.0184.0 214.0
AL S e  RERERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21093: 2-Nonanol e N ARm S e
45.0 16.20 16.40 16.60 16.80
m/z 41.00 38.89%
5000
69.0
0 290 H\ I ‘\ 98\0 129.0
L L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80

8270-BG060517.M Tue Jun 06 14:24:41 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 14 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.75 14.89 ng 790514 Phenanthrene-d10 17.90
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 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93
Abundance Scan 2563 (18.747 min): BG027232.D (-2558) (-) m/z 73.00 100.00%
43.0 73.0
5000 1200 /\\
213.1 I 1. S
o0 157.1 185.1 2662 . 18.40 18.60 18.80 19.00
ol 2 m/z 60.00 86.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 D LR PN U B
83.0 18.40 18.60 18.80 19.00
J' 1570 1ge 2130 2560 m/z 43.00 85.82%
0‘

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

:

73.0

B EEEE R e e
43.0 18.40 18.60 18.80 19.00

5000 129.0 m/z 57.00 71.85%

171.0
97.0 214.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

-

18.40 18.60 18.80 19.00
m/z 55.00 66.45%

5000

241.0 284.0

:

207.0

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00

8270-BG060517 .M Tue Jun 06 14:24:42 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027232.D

Aca On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample : 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 15 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.01 12.50 ng 663923 Phenanthrene-d10 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2778 (20.011 min): BG027232.D (-2773) (-) m/z 73.00 100.00%

43.0 73.0
5000

19.60 19.80 20.00 20.20 20.40
m/z 43.00 86.79%

0!

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0 ,73.0
5000 129.0 R e e EAEEE E e
19.60 19.80 20.00 20.20 20.40
0
9b.0 185.0 2410 2840 m/z 60.00 81.00%
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0 19.60 19.80 20.00 20.20 20.40
m/z 57.00 75.14%
5000 129.0
185.0 228.0
93.0 157.0
O T I o e RIS
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid O L e B
60.0 19.60 19.80 20.00 20.20 20.40
m/z 55.00 66.71%
5000 129.0
‘ H 97.0 157.0 18502130  256.0
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20 20.40

8270-BG060517 .M Tue Jun 06 14:24:42 2017 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060517\
Data File : BG027232.D

Acq On > 6 Jun 2017 3:46

Operator : SJ/MA

Sample - 13393-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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]
Propanoic acid 3.98 36.8 ng 2905190 1 8.57 1580140 20.0
Propanoic acid, 2... 4.47 10.3 ng 811527 1 8.57 1580140 20.0
Butanoic acid 5.44 558.4 ng 44119500 1 8.57 1580140 20.0
Butanoic acid, 3-... 5.89 92.0 ng 7268840 1 8.57 1580140 20.0
Butanoic acid, 2-... 6.04 50.8 ng 4012670 1 8.57 1580140 20.0
Pentanoic acid 6.36 36.1 ng 2851070 1 8.57 1580140 20.0
unknown8.11 8.11 26.6 ng 2100580 1 8.57 1580140 20.0
Benzeneacetic acid 12.07 308.6 ng 9698810 2 11.39 628604 20.0
1,2-Benzenediol, ... 12.52 21.3 ng 670597 2 11.39 628604 20.0
Hydrocinnamic acid 13.35 424.1 ng 25186000 3 15.15 1187670 20.0
unknownl16 .42 16.42 9.3 ng 550598 3 15.15 1187670 20.0
unknown16.49 16.49 31.4 ng 1866830 3 15.15 1187670 20.0
n-Hexadecanoic acid 18.75 14.9 ng 790514 4 17.90 1062120 20.0
Octadecanoic acid 20.01 12.5 ng 663923 4 17.90 1062120 20.0
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