LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010121.D

Aca On : 23 May 2017 02:23

Operator : SJ/MA

Sample = 13222-06

Misc :

ALS Vial : 27 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:\HPCHEM1I\BNA M\METHODS\8270-BM051917.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 5.081 334 339 347 rBV 316839 437839 3.46% 0.700%
2 5.545 411 418 431 rBV 3506253 5056935 39.99% 8.086%
3 7.151 684 691 707 rBVY 3232753 4984515 39.41% 7.970%
4 7.504 743 751 759 rBVY 3419551 5298464 41.90% 8.472%
5 7.963 821 829 835 rBV 543367 885962 7.01% 1.417%

8.281 875 883 892 rBV 2596584 4166742 32.95% 6.662%
9.151 1023 1031 1041 rBV 1779959 2950728 23.33% 4.718%
10.769 1299 1306 1313 rBV 646499 1054493 8.34% 1.686%
13.216 1713 1722 1731 rBV 4802466 7012542 55.45% 11.213%
14.051 1859 1864 1873 rVB 279082 392282 3.10% 0.627%

=
QO ~NO®

11 14.592 1949 1956 1965 rBV2 946973 1431381 11.32% 2.289%
12 16.080 2203 2209 2217 rBV 4290633 5922736 46.83% 9.470%
13 17.339 2417 2423 2430 rBV 1316837 1880130 14.87% 3.006%
14 18.186 2561 2567 2574 rBV2 237825 347789 2.75% 0.556%
15 19.456 2779 2783 2791 rBv4 139962 208037 1.64% 0.333%

16 19.939 2859 2865 2874 rBY 10500671 12646822 100.00% 20.221%
17 21.144 3067 3070 3079 rBV 273120 421125 3.33% 0.673%
18 21.491 3125 3129 3135 rBV 2245117 2872052 22.71% 4_.592%
19 21.580 3140 3144 3148 rBvV 386405 453469 3.59% 0.725%
20 22.027 3217 3220 3225 rVB 375860 446211 3.53% 0.713%

21 22.503 3298 3301 3306 rVB 294020 367112 2.90% 0.587%
22 23.862 3526 3532 3543 rVB 1672632 3304729 26.13% 5.284%

Sum of corrected areas: 62542095
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM052217\
Data File : BM010121.D

Aca On : 23 May 2017 02:23

Operator : SJ/MA

Sample : 13222-06

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051917 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010121.D
1e+07

8000000
6000000

4000000 555 J 15 7.50

2000000 9.15

5.08 7.96 10.77

T T T
10.00 10.50 11.00 11.50

T S S | e L

T T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM010121.D

le+07

19.94

8000000

6000000
13.22

16.08
4000000

2000000
14.59 17.34

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010121.D

le+07

8000000

6000000

4000000
21.49 23.86

2000000

58 22.03 22.50

21.14

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM051917.M Tue May 23 14:43:05 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010121.D

Aca On : 23 May 2017 02:23

Operator : SJ/MA

Sample = 13222-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.08 9.88 ng 437839 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
4 Dimethadione 129 C5H7NO3 000695-53-4 28
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25

Abundance Scan 339 (5.081 min): BM010121.D (-334) (-) m/z 43.05 100.00%

43.0
5000
101.1

4.80 500 520 540

el 730 1330 19322211 267.0 3948 n/z 59.10 71.08%
m/z--> 50 100 150 200 250 300 350
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- [k;
43.0
5000 L LR UL UL UL
4.80 5.00 5.20 5.40
m/z 101.10  31.424%
‘ 101.0
S s B S e W O AR I
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
L LR UL UL UL
480 5.00 5.20 5.40
5000{ 18.0 m/z 58.05 16.02%
L S L L WL L WL L LA UL UL JK
m/z--> 50 100 150 200 250 300 350
Abundance #8126: 2-Hexanol, 2-methyl- R e R m
59.0 4.80 500 520 540

m/z 41.10 10.23%

5000
el
| —

| | ‘
m/z--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010121.D

Aca On : 23 May 2017 02:23

Operator : SJ/MA

Sample = 13222-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM051917 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.50 Concentration Rank 1

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

7.50 119.61 ng 5298460 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 750 (7.498 min): BM010121.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 B I L i
400 l 207.1 267.1 341.0 720 740 7560 7.0
ob—s b Ao 42071 2671 3L0D Thzz 68.10 48.71%
m/z--> 50 100 150 200 250 300
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 A
7.20 7.40 7.60 7.80
70.0 m/z 66.10 37.22%
31.0 ‘
‘ | | ‘\ L n )
m/z--> 50 100 150 200 250 300
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 134.10 33.54%
69.0
39.0 103.0
m/z--> 50 100 150 200 250 300
Abundance #14013: 1H-Benzimidazole, 2-methyl- R
132.0 7.20 7.40 7.60 7.80

m/z 69.10 23.45%

5000

ogg 030 1040

AT TR
LA S s B By L B B B S S B N S B S BN B B LANLL L L B B L

T
m/z--> 50 100 150 200 250 300 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010121.D

Aca On : 23 May 2017 02:23

Operator : SJ/MA

Sample = 13222-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.
18.19 3.70 ng 347789 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Undecanoic acid 186 C11H2202 000112-37-8 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 45
Abundance Scan 2568 (18.192 min): BM010121.D (-2561) (-) m/z 73.05 100.00%
73.0
5000
17.80 18.00 18.20 18.40 18.60
m/z 60.00 73.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid
43.0
5000 256.0 LA UL LRI LN B
129.0 17.80 18.00 18.20 18.40 18.60
3.0 213.0 m/z 55.10 66.35%
H 171.0 ‘
‘m“ MMMMVWN,MJJwi..H. I
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
17.80 18.00 18.20 18.40 18.60
[ m/ 41.10 58.02%
5000{ 41.0 1290 Z (
185.0 228.0
miz-> 50 100 150 200 250 300 350 400
Abundance #65562: Tridecanoic acid
73.0 17.80 18.00 18.20 18.40 18.60
m/z 43.05 57.97%
41,0
5000
‘ 129.0 1710 2140
.‘. "MI‘ \Imljllhll ’. S .{.‘. | .“. SN
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010121.D

Aca On : 23 May 2017 02:23

Operator : SJ/MA

Sample = 13222-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.14 2.93 ng 421125 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
Abundance Scan 3069 (21.139 min): BM010121.D (-3067) (-) m/z 57.10 100.00%
57.1
5000
20 20.80 21.00 21.20 21.40
169.2 267.1 . . . .
....,....‘I,.ll.l.u,‘.i.-. gz orl 3431 9992 47838 81l nyz 71.10 77.33%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #160628: Triacontane

57.0

5000
20.80 21.00 21.20 21.40

9.0 m/z 43.10 63.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
57.0
20.80 21.00 21.20 21.40
5000 m/z 85.10 59.63%
99.0
15.0 141.0183.0225.0  296.0
T T T [T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99478: Tridecane, 7-hexyl-
57.0 20.80 21.00 21.20 21.40
m/z 41.10 34.16%
5000
182.0
9.0 |
| | ;141.0 225.0266.0
I o o e B e AL I o e e S e P T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010121.D

Aca On : 23 May 2017 02:23

Operator : SJ/MA

Sample = 13222-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.58 3.16 ng 453469 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3144 (21.580 min): BM010121.D (-3140) (-) m/z 57.10 100.00%
57.1
5000
141.2 207 1 21.20 21.40 21.60 21.80
s '|. ]| Ly 267:1300235524001 4812 5492 ;o771 10 88.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107655: Eicosane
57.0
5000
21.20 21.40 21.60 21.80
9.0 m/z 85.05 61.89%
1 HN\JJ% 1018302250 282.0
m/z--> 5b 100 150 200 250 300 3%0 460 4%0 560 séo
Abundance
57.0
21.20 21.40 21.60 21.80
5000 m/z 43.05 59.79%
99.0
141018302250267030903510 422.0
m/z--> 5b 160 1éo 200 250 300 350 460 4%0 560 séo
Abundance #151556: Heptacosane  RERN R AR e S e o
57.0 21.20 21.40 21.60 21.80
m/z 41.10 31.42%
5000
9.0
I |, 141.0183. 0225 0267.0 323.0 380.0
m/z--> §o 160 1éo 200 250 300 350 400 4%0 560 séo 2120 2140 2160 2180 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010121.D

Aca On : 23 May 2017 02:23

Operator : SJ/MA

Sample = 13222-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.03 3.11 ng 446211 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3221 (22.033 min): BM010121.D (-3217) (-) m/z 57.10 100.00%
51.
5000
9.2 207.1
155.2 281.1 328.1 4901 21.80 22.00 22.20 22.40
...~.,=...||,.1|1.+,‘-t*--,L.n..,'....,....,.?5?7.,1.4.3.2.1,....,.“?3?5.,3 m/z 71.10 82.43%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107655: Eicosane

57.0

5000
21.80 22.00 22.20 22.40

i m/z 85.10 69.15%
| HN\JJ% 1018302250 282.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

57.0

21.80 22.00 22.20 22.40
5000 m/z 43.10 59.81%

99.0 141.0183. 0225 0268 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane B AREEEEE e
21.80 22.00 22.20 22.40

m/z 41.10 29.28%

5000

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 2180 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052217\
Data File : BM010121.D

Acq On : 23 May 2017 02:23

Operator : SJ/MA

Sample - 13222-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.08 9.9 ng 437839 1 7.96 885962 20.0
unknown? .50 7.50 119.6 ng 5298460 1 7.96 885962 20.0
n-Hexadecanoic acid 18.19 3.7 ng 347789 4 17.34 1880130 20.0
Triacontane 21.14 2.9 ng 421125 5 21.50 2872050 20.0
Eicosane 21.58 3.2 ng 453469 5 21.50 2872050 20.0
Nonadecane 22.03 3.1 ng 446211 5 21.50 2872050 20.0
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