LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032501.D

Aca On : 1 Feb 2018 22:15

Operator : SJ/JU

Sample : J1408-01

Misc :

ALS Vial : 15 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-BG012918.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 3.370 8 14 22 rv4 9150 20351 1.12% 0.246%
2 3.458 24 29 39 rvB2 18892 34831 1.91% 0.422%
3 5.638 394 400 406 rBV2 11151 20103 1.10% 0.243%
4 6.149 480 487 505 rBV 209092 430229 23.64% 5.207%
5 7.835 767 774 791 rBV 208439 469632 25.80% 5.684%

8.229 833 841 856 rBvV 239386 506793 27.84% 6.134%
8.711 916 923 933 rBVvV2 63320 127641 7.01% 1.545%
9.045 973 980 993 rBV 204399 407246 22.38% 4._.929%
9.909 1119 1127 1143 rBV 132892 290859 15.98% 3.521%
11.589 1405 1413 1424 rBV 86032 171970 9.45% 2.082%

=
QO ~NO®

11 13.969 1811 1818 1834 rBV 526814 890035 48.90% 10.773%
12 14.768 1949 1954 1960 rBV 31029 48566 2.67% 0.588%
13 15.344 2044 2052 2063 rBV2 160664 289258 15.89% 3.501%
14 16.819 2296 2303 2316 rBV 561089 938293 51.55% 11.357%
15 18.076 2510 2517 2529 rBV 249263 421959 23.18% 5.107%

16 18.893 2652 2656 2666 rBV2 28695 46948 2.58% 0.568%
17 20.614 2943 2949 2958 rBV 1399251 1820060 100.00% 22.030%
18 21.942 3171 3175 3185 rBv4 51384 90898 4._.99% 1.100%

19 22.406 3246 3254 3262 rBV 321106 611624 33.60% 7.403%
20 26.078 3867 3879 3892 rBV2 195779 624504 34.31% 7.559%

Sum of corrected areas: 8261800
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG020118\

BG032501.D
1 Feb 2018 22:15
SJ/Ju
J1408-01
15 Sample Multiplier: 1

= Z:\HPCHEM1\BNA G\METHODS\8270-BG012918.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
LSCINT.P

PLISRSES
1200000
1000000
800000
600000

400000

200000

TIC: BG032501.D

7.84 8.23 9.05
9.01

8.71
5.64

11.59

6
o B3

Time--> 3.50

4.00 4.50 500 550 6.00

6.50 7.00 7.50 8.00 850

9.00 950 1000 1050 11.00 1150 12.00 12.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG032501.D

13.97 16.82

18.08
15.34

14.77 18.89

A
T T

20.

61

22.41

21.94

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

ALISESES
1200000
1000000
800000
600000

400000

200000

TIC: BG032501.D

26.08

Ot

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

8270-BG012918.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032501.D

Aca On : 1 Feb 2018 22:15

Operator : SJ/JU

Sample = J1408-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 1-Hexene, 3,4-dimethyl- Concentration Rank 4

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

3.37 3.19 ng 20351 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 3.4-dimethvl- 112 C8H16 016745-94-1 53
2 Cvclopropane. l-ethvl-2-methvl-.... 84 C6H12 019781-68-1 50
3 2-Butenal. 3-methvl- 84 C5H80 000107-86-8 47
4 Cvclohexane 84 C6H12 000110-82-7 45
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 43

Abundance Scan 14 (3.370 min): BG032501.D (-8) (-) m/z 56.10 100.00%
56
84
41
5000
51 69
| I | 89 3.40 3.50 3.60 3.70 3.80
S | ] s — m/z 83.95 77.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6713: 1-Hexene, 3,4-dimethyl-
41 5
5000
29 84 3.40 3.50 3.60 3.70 3.80
‘ 69 m/z 41.00 64.71%
s el m e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41 55
3.40 3.50 3.60 3.70 3.80
5000 27 69 m/z 55.10 51.74%
84
15 50
e L S LA S SIS S I SIS FULILIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1414: 2-Butenal, 3-methyl-
a4 3.40 3.50 3.60 3.70 3.80
55 m/z 39.00 42 .53%
41
5000 29
50 69
0"I”"I"lw"“llm"wHahW"”Jl'”'l'"W""I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032501.D

Aca On : 1 Feb 2018 22:15

Operator : SJ/JU

Sample = J1408-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.46 5.46 ng 34831 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 40
2 N-EthvIiformamide 73 C3H7NO 000627-45-2 9
3 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 29 (3.458 min): BG032501.D (-24) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.40 3.50 3.60 3.70 3.80 3.90
e | S ! A — m/z 43.00 39.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70 3.80 3.90
55 87 m/z 55.10 29.54%
0 ?9 AN 80
LR IR I I UL IULIAS IR IR IR INLR S SRS BARES BRRES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
30
73
3.40 3.50 3.60 3.70 3.80 3.90
5000 m/z 87.00 24 .20%
44 58
18
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13717: 3-Hexanol, 2,4-dimethyl-
45 73 3.40 3.50 3.60 3.70 3.80 3.90
m/z 39.10 11.46%
5000 29 55 87
ol 15 i 3 “ 65“‘\‘ l 97 105 115 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032501.D

Aca On : 1 Feb 2018 22:15

Operator : SJ/JU

Sample = J1408-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 unknown8.64 Concentration Rank 5

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

5.64 3.15 ng 20103 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
2 2.3-Dimethvloxirane-2-carboxvlic... 130 C6H1003 1000306-64-4 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 9
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9

Abundance Scan 400 (5.638 min): BG032501.D (-394) (-) m/z 43.00 100.00%
43 5o
5000 101
| | 73 83 540 5.60 5.80 6.00
Ol rrr el el e e e | M/Z 59.00 79.01%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 N AR LR LA
101 540 560 580 6.00
28 59 m/z 101.00 41 .16%
70 84
0 ...,..1“?.,..H.‘l....q‘.:..,??‘l:‘i....l.‘..7.8,.‘l..,.9?.,;...,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
" '5.40 560 580 6.00
5000 m/z 41.00 16.72%
29 53 71 83 99
e S I S SULIULS SURIL IS IULILS SULILS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8202: Acetic acid, 1,1-dimethylethy!| ester
43 540 5.60 5.80 6.00
m/z 58.00 16.64%
5000 57
29 ‘ 101
o L | a7l st 73
LU SRR SR UL UL FELRLIL IR SO S S B R U I L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032501.D

Aca On : 1 Feb 2018 22:15

Operator : SJ/JU

Sample = J1408-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 unknown8.23 Concentration Rank 1

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

8.23 79.41 ng 506793 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 5-Dicvanomethvlene-pvrrolidin-2-... 191 C9H9N302 1000287-77-2 12
5 Pyraclostrobine 387 C19H18CIN304 175013-18-0 12

Abundance Scan 841 (8.229 min): BG032501.D (-833) (-) m/z 132.00 100.00%
132
5000
68
96 ISR S U L
40 | 011 450 7.80 8.00 8.20 8.40 8.60
0 e m/z 134.00 32.94%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.80 8.00 8.20 8.40 8.60
31 m/z 68.10 31.48%
0 "M”ﬁ”ﬂ"ﬂ""l'"'l""l""l""l""|""|
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
132
7.80 8.00 8.20 8.40 8.60
5000 m/z 66.00 23.00%
33 105
70
L L L L W UL B BB B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14491: 5-Aminoindole
132 7.80 8.00 8.20 8.40 8.60
m/z 69.10 16.77%
5000
104
66
0 14 391 | &
miz--> 0 5'0 1(')0 1&1,0 2(')0 2&1,0 3(')0 35‘10 4(')0 4&1,0 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032501.D

Aca On : 1 Feb 2018 22:15

Operator : SJ/JU

Sample = J1408-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.89 2.23 ng 46948 Phenanthrene-d10 18.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 50
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
3 3.7-Dimethvl-8-0oxo0-1.5-dioxa-spi... 256 C13H2005 1000193-79-8 38
4 Tetradecanoic acid 228 C14H2802 000544-63-8 35
5 _alpha.,.beta.-D-Glucopyranoside... 264 C12H2406 1000158-67-6 35
Abundance Scan 2656 (18.893 min): BG032501.D (-2652) (-) m/z 73.00 100.00%
7B
5000 129 213

171185

281 18.60 18.80 19.00 19.20

01 m/z 43.00 94 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73
43 g
5000 129
29 18.60 18.80 19.00 19.20
214 m/z 60.00 73.38%
143157
0 Il‘l . .‘i‘.‘. .”l“l‘.‘l‘.‘.l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
18.60 18.80 19.00 19.20
5000{ 29 256 m/z 41.00 72.53%

129

97 115 213
143157171185 100" " 557,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107006: 3,7-Dimethyl-8-oxo-1,5-dioxa-spiro[5.5]undecane-3...
55 185 18.60 18.80 19.00 19.20
85 213 m/z 55.10 72.01%
soo0{ 4! 256
69 98
27 ‘ ‘ 113126 199 | o9
0 ,.U. .U.‘..“M,.‘;H:‘.‘,‘:‘...“i‘...‘.,.“‘... ,.%.5?1.(?7.. A T i N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032501.D

Aca On : 1 Feb 2018 22:15

Operator : SJ/JU

Sample = J1408-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 Cyclohexadecane Concentration Rank 6

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

21.94 2.97 ng 90898 Chrysene-di12 22.41

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 91

2 l1l-Heptacosanol 396 C27H560 002004-39-9 91

3 Behenic alcohol 326 C22H460 000661-19-8 87

4 1-Heneicosanol 312 C21H440 015594-90-8 87

5 Heptacosyl acetate 438 C29H5802 1000351-78-2 76

Abundance Scan 3175 (21.942 min): BG032501.D (-3171) (-) m/z 83.10 100.00%
55

5000

21.60 21.80 22.00 22.20

(o} m/z 55.05 99.29%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55
5000
29 111 21.60 21.80 22.00 22.20

m/z 57.00 94 .30%

0 L 1 ‘\ H “\ \‘1?9 “167 106 224
o I ryrrrrr T T T

m/z--> 50 200 250 300 350
Abundance
57 97
21.60 21.80 22.00 22.20
5000 m/z 43.00 89.63%
125
o 29 77 153 181 200 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
83 21.60 21.80 22.00 22.20
m/z 97.10 87 .34%
5000 1l
0 l\ y ” H ‘L ‘L J\ 4\167 196 224 252 280 308
T T e e e e e e o o o
m/z--> 100 150 200 250 300 350 21.60 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020118\
Data File : BG032501.D

Acq On : 1 Feb 2018 22:15

Operator : SJ/JU

Sample - J1408-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918_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]
1-Hexene, 3,4-dim... 3.37 3.2 ng 20351 1 8.71 127641 20.0
Butane, 2-methoxy... 3.46 5.5 ng 34831 1 8.71 127641 20.0
unknown8 .64 5.64 3.1 ng 20103 1 8.71 127641 20.0
unknown8.23 8.23 79.4 ng 506793 1 8.71 127641 20.0
Tridecanoic acid 18.89 2.2 ng 46948 4 18.08 421959 20.0
Cyclohexadecane 21.94 3.0 ng 90898 5 22.41 611624 20.0
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