LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031740.D

Acq On : 23 Dec 2017 9:32

Operator : SJ/JU

Sample - 17040-06

Misc :

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:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 3.447 20 27 38 rBv 77610 179410 4_10% 0.982%
2 3.541 38 43 50 rvB 28428 48208 1.10% 0.264%
3 6.238 495 502 511 rBY 294584 514418 11.75% 2.817%
4 7.919 781 788 800 rvB 189961 353459 8.07% 1.935%
5 8.336 849 859 869 rBY 610697 1141162 26.06% 6.248%

8.823 935 942 951 rVB 139812 248659 5.68% 1.361%
9.164 991 1000 1011 rBV 610449 1154591 26.36% 6.322%
10.022 1136 1146 1157 rBV 431027 815365 18.62% 4._.464%
11.714 1426 1434 1445 rBV 200010 374519 8.55% 2.051%
14.088 1830 1838 1850 rBVY 1766189 2828009 64.57% 15.484%

=
QO ~NO®

11 15.457 2065 2071 2078 rVB2 370648 647949 14.79% 3.548%
12 16.932 2314 2322 2329 rBV 1481552 2333344 53.28% 12.776%
13 18.195 2530 2537 2544 rBV 496727 802773 18.33% 4 _.395%
14 19.011 2671 2676 2681 rBV2 75785 109144 2.49% 0.598%
15 20.251 2881 2887 2898 rBvV2 125612 203466 4._.65% 1.114%

16 20.727 2961 2968 2975 rBV 3170371 4379621 100.00% 23.980%
17 21.638 3117 3123 3132 rBV 86967 135761 3.10% 0.743%

18 22.549 3269 3278 3287 rBV2 521576 983547 22.46% 5.385%
19 26.332 3907 3922 3938 rBvV2 310452 1010484 23.07% 5.533%

Sum of corrected areas: 18263889
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031740.D

Acq On : 23 Dec 2017 9:32

Operator : SJ/JU

Sample : 17040-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031740.D
3000000

2500000
2000000
1500000

1000000

8.34 9.16
500000 6.24 10.02

i 7.92 8.82 11.71
3454

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 1200 12.50
Abundance TIC: BG031740.D

3000000

20.73

2500000

2000000
14.09

1500000 16.93

1000000

22,55
500000 16.46 1819

19.01 20.25 21.64
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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: BG031740.D

3000000

2500000

2000000

1500000

1000000

500000 26.33

i - it i L i L

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:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031740.D

Acq On : 23 Dec 2017 9:32

Operator : SJ/JU

Sample : 17040-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI\BNA_G\METHODS\8270-BG122117.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 2 unknown3.54 Concentration Rank 5

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

3.54 3.88 ng 48208 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 42
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
3 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 16
4 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 43 (3.541 min): BG031740.D (-38) (-) m/z 73.10 100.00%
73
5000
43 87
55 T T T T T T T T | 1
‘| 207 340 360  3.80
bbb bl e =~ m/z 87.10 31.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
5000 55 L L LR LA B
4 340 360  3.80 '
m/z 42.95 29.68%
0 H ‘ L 97 112 129
m/z--> ' 86 100 120 140 160 180 200
Abundance
73
340 360 3.80
5000 m/z 55.00 19.86%
29
e L U S L L W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7506: 2—Methy|—5—hexen—3—0| T T T T T LI
73 340 360 3.80
m/z 71.10 9.93%
55
43
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 340 360  3.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031740.D

Acq On : 23 Dec 2017 9:32

Operator : SJ/JU

Sample : 17040-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 3 unknown8.34 Concentration Rank 2

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

8.34 91.79 ng 1141160 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 860 (8.342 min): BG031740.D (-849) (-) m/z 132.00 100.00%
5000
68
96 rTTTTTTTTTT T T T T T T T
40 54 7 o7 06 8.00 8.20 8.40 8.60
o e AR ma m/z 134.00 32.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N LR U
8.00 8.20 8.40 8.60
31 51 78 m/z 68.10 29_47%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
'8.00 820 840 860
5000 67 m/z 66.00 19.68%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B B B
57 132 8.00 8.20 8.40 8.60
24 m/z 96.10 13.77%
5000 og 0
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? I | U
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031740.D

Acq On : 23 Dec 2017 9:32

Operator : SJ/JU

Sample : 17040-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.01 2.72 ng 109144 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2676 (19.011 min): BG031740.D (-2671) (-) m/z 72.95 100.00%

78

55|

5000
185

i 227 256

18.60 18.80 19.00 19.20 19.40

o m/z 60.00 87.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
a3 | 7B
57
5000
29 18.60 18.80 19.00 19.20 19.40
152 171 214 m/z 55.10  76.05%
ot oo | g Thes
O.H,H.Wwa ...”,“.W.HW.H.P.H,L..“...”...”P.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 80
18.60 18.80 19.00 19.20 19.40
5000 129 m/z 43.00 69.02%
83 97
115 157171185 213 256
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid
60 18.60 18.80 19.00 19.20 19.40
m/z 57.10 65.72%
5000 41
129
1
101 143 172
Nl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031740.D

Acq On : 23 Dec 2017 9:32

Operator : SJ/JU

Sample : 17040-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 4
R.T. EstConc Area Relative to ISTD R.T.

20.25 5.07 ng 203466 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 50

Abundance Scan 2887 (20.251 min): BG031740.D (-2881) (-) m/z 73.00 100.00%

5000

20.00 20.20 20.40 20.60

0 m/z 60.00 82.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000 28 284 LI B N B B N B B B B
20.00 20.20 20.40 20.60
m/z 43.05 74.57%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
129 20.00 20.20 20.40 20.60
5000 m/z 55.05 71.81%
43 57
87
115
143 172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid

73 20.00 20.20 20.40 20.60
m/z 41.10 65.71%

5000

1
157171185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60

8270-BG122117.M Tue Dec 26 17:13:04 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031740.D

Acq On : 23 Dec 2017 9:32

Operator : SJ/JU

Sample : 17040-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 7 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.64 2.76 ng 135761 Chrysene-di12 22 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,3,5-Triazine-2,4(1H,3H)-dione, ... 252 C12H20N402 051235-04-2 98
2 4-Pyridinol, 2-phenyl- 171 C11H9ONO 1000253-54-5 42
3 Malonic acid, 2,4-dimethylpent-3... 286 C16H3004 1000349-01-3 38
4 3-Cyanoquinoxaline l-oxide 171 C9H5N30 053688-02-1 36
5 1,3,5-Triazine-2,4,6(1H,3H,5H)-t. .. 171 C6HIN303 000827-16-7 36
Abundance Scan 3123 (21.638 min): BG031740.D (-3117) (-) m/z 171.10 100.00%
171
5000
T 8|3 % 112 7 142156 194207 235 252 267 2140 21.60 21.80 22.00_
0,....,~!..‘ﬁ.,..-'..,.'...',....,.'!..,....,.. 94207 235 °27 | "m/z 82.95 15.67%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #103583: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(...
171
5000
21.40 21.60 21.80 22.00
83 128 m/z 128.10 11.61%
. 56 70 | 98112 141155 | 207 235 262
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 2éo
Abundance
171
21.40 21.60 21.80 22.00
5000 m/z 71.10 10.84%
115
154
o170 8 102 0141
O e LRI o B B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #132832: Malonic acid, 2,4-dimethylpent-3-yl hexyl ester
171 21.40 21.60 21.80 22.00
m/z 44.00 8.85%
5000
85
5 105
oL2943 | 71|l ||| 181 153 | 189 215 243
miz-> 20 40 éo 80 100 120 150 160 180 200 220 240 260 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031740.D

Acq On : 23 Dec 2017 9:32

Operator : SJ/JU

Sample - 17040-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .54 3.54 3.9 ng 48208 1 8.82 248659 20.0
unknown8.34 8.34 91.8 ng 1141160 1 8.82 248659 20.0
Tridecanoic acid 19.01 2.7 ng 109144 4 18.19 802773 20.0
Octadecanoic acid 20.25 5.1 ng 203466 4 18.19 802773 20.0
1,3,5-Triazine-2,... 21.64 2.8 ng 135761 5 22.55 983547 20.0
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