LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG011217\
Data File : BG025506.D

Aca On : 13 Jan 2017 6:56

Operator : UM/SJ

Sample : 11138-01

Misc :

ALS Vial : 26 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-BG122116.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 5.263 404 413 422 rBV 201029 344220 4.25% 0.811%
2 5.739 488 494 507 rBV 580326 1039973 12.85% 2.450%
3 7.361 760 770 779 rBV2 365658 750256 9.27% 1.767%
4 7.731 825 833 845 rBVY 1098107 2000294 24.72% 4.712%
5 8.201 905 913 921 rBV 233289 434725 5.37% 1.024%

8.524 961 968 979 rvB 1090218 1966643 24.30% 4.633%
9.382 1107 1114 1125 rBV 943405 1860942 23.00% 4 _.384%
11.027 1387 1394 1405 rBV 293879 587672 7.26% 1.384%
2684374 4358078 53.85% 10.266%
14.829 2034 2041 2049 rVB 553812 918382 11.35% 2.163%
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11 15.246 2100 2112 2127 rBV 3025715 6852599 84.68% 16.142%
12 16.315 2286 2294 2308 rBV 2517282 3896898 48.15% 9.180%
13 17.572 2499 2508 2516 rBV2 764022 1223921 15.12% 2.883%
14 18.413 2647 2651 2657 rBv4 92413 136383 1.69% 0.321%
15 19.976 2911 2917 2922 rBV4 61448 121441 1.50% 0.286%

16 20.152 2936 2947 2953 rBV 6047076 8092519 100.00% 19.063%
17 20.822 3056 3061 3068 rVB7 55738 106401 1.31% 0.251%
18 21.862 3231 3238 3246 rBV 977016 1722553 21.29% 4._.058%
19 22.320 3311 3316 3330 rBv4 239954 562671 6.95% 1.325%
20 23.471 3507 3512 3517 rBV2 88726 160791 1.99% 0.379%

21 24.394 3661 3669 3685 rBV2 455591 1531806 18.93% 3.608%
22 25.258 3806 3816 3828 rBV2 557226 1704766 21.07% 4.016%
23 27.631 4209 4220 4245 rBV3 401929 2077793 25.68% 4.894%

Sum of corrected areas: 42451727
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025506.D

Aca On : 13 Jan 2017 6:56

Operator : UM/SJ

Sample : 11138-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025506.D

7.73 8.52 9.38

5.74
5.26 7.36 8.20 11.03

0

Time--> 3.00 350 4.00 4.50 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025506.D
20115

15.25

13.45 16.32

21.86

14.83 1est
( 22.32
18.41 19.98 20.82 N

0
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
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025506.D

24.39 25.26 27.63

23/&7 H\

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:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025506.D

Aca On : 13 Jan 2017 6:56

Operator : UM/SJ

Sample : 11138-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.26 15.84 ng 344220 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 Dimethadione 129 C5H7NO3 000695-53-4 42
4 2-Butanol. 1l-methoxv- 104 C5H1202 053778-73-7 32
5 3-Octanol 130 C8H180 000589-98-0 25

Abundance Scan 412 (5.258 min): BG025506.D (-404) (-) m/z 43.05 100.00%

43.0
5000

1011 TroT T T TT T T T T T
500 520 540 560
o,...J.,...-.,l...l.ﬁ“.z...,z?.l.o.,.2.8.1.0...??4..9..‘,‘.15.‘.7.,....,..5.4.3,3.’ m/z 59.10 55.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L L L LB

5.00 5.20 5.40 5.60
m/z 101.10 17.65%

101.0
o,ﬁwiw..w..”,..” R T e N EABARE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
R R R E e
5.00 5.20 5.40 5.60
5000 m/z 58.10 13.15%
101.0
O T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12814: Dimethadione
43.0 5.00 5.20 5.40 5.60
m/z 41.10 8.24%
5000
129.0
0 |, L | 86.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025506.D

Aca On : 13 Jan 2017 6:56

Operator : UM/SJ

Sample : 11138-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknown7.73 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.73 92.03 ng 2000290 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10
Abundance Scan 833 (7.731 min): BG025506.D (-825) (-) m/z 132.00 100.00%

132.0
68.1
5000

740 760 780 8.00
0 b, .l,l. A 20523222 3995 4498 49891 Tn/z  68.10 | 57.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 LA L L L L L LB L |

7.40 7.60 7.80 8.00
m/z 66.10 42.90%

o,l?.o.‘.,ﬂ.“‘.w,.. T —————
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56.0 132.0
e
7.40 7.60 7.80 8.00
5000 m/z 134.00 35.34%
15.0
o b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile L R
132.0 740 760 780 8.00

m/z 69.10 30.55%

5000
92.0
o B0 ) \

T
L L L e B L B L L L L L L B |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025506.D

Aca On : 13 Jan 2017 6:56

Operator : UM/SJ

Sample : 11138-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.25 149.23 ng 6852600 Acenaphthene-d10 14.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Nonanoic acid 158 C9H1802 000112-05-0 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Hexanoic acid 116 C6H1202 000142-62-1 38

Abundance Scan 2113 (15.252 min): BG025506.D (-2100) (-) m/z 73.10 100.00%

3.1

5000
129.1

';:::::::>

1.1 15.00 15.20 15.40 15.60
Mtl ][ 200 2809 3509 4018 8161 ' "m/z 60.10 98.55%

T
100 150 200 250 300 350 400 450 500 550

04

m/z-->
Abundance #61120: Dodecanoic acid

5000 R RRERERaREE LSRR
1290 15.00 15.20 15.40 15.60

é'

m/z 41.10 76.72%
‘ ‘ %71 0
0 MM S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
60.0
e
15.00 15.20 15.40 15.60
5000 m/z 43.05 72.08%
129.0
16.0 186.0
ol i e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30180: Nonanoic acid AR RS RE s
60.0 15.00 15.20 15.40 15.60
m/z 55.10 70.84%
5000
115.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025506.D

Aca On : 13 Jan 2017 6:56

Operator : UM/SJ

Sample : 11138-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.23 ng 136383 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 78
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Octadecanoic acid 284 C18H3602 000057-11-4 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50

Abundance Scan 2651 (18.413 min): BG025506.D (-2647) (-) m/z 73.10 100.00%

5000
306.6 476.8 18.00 18.20 18.40 18.60 18.80
0 m/z 57.10 94 _.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72648: Tridecanoic acid
73.0
5000 | AL LI L L L LB L L L
129.0 18.00 18.20 18.40 18.60 18.80
29. 171.0 5940 m/z 41.10 90.26%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
I AR N RS R
18.00 18.20 18.40 18.60 18.80
5000 m/z 60.10 87.10%
171.0213.0
O T o e LA B o B I S A I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
.0 18.00 18.20 18.40 18.60 18.80
m/z 43.05 86.13%
5000
185.0  241.0 284.0
O RN R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025506.D

Aca On : 13 Jan 2017 6:56

Operator : UM/SJ

Sample : 11138-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Pentaethylene glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.32 6.53 ng 562671 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol 238 C10H2206 004792-15-8 38
2 2-T2-T2-T2-T2-T2-T2-T2-12-T2-(2-. .. 502 C22H46012 1000352-13-2 38
3 2-T2-T2-T2-T2-T2-T2-T2-12-T2-T2-. .. 546 C24H50013 1000352-12-7 38
4 Ethanol. 2-I2-(2-methoxvethoxv)e... 164 C7H1604 000112-35-6 35
5 Triethylene glycol monododecyl e... 318 C18H3804 003055-94-5 35
Abundance Scan 3316 (22.320 min): BG025506.D (-3311) (-) m/z 227.20 100.00%
45.1 227.2
5000 89.1
183.1 T T T T T
22.00 22.20 22.40 22.60
133.1
0 ,“ | 2810 ol Ml 4TLS | sz 45.10  89.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #91749: Pentaethylene glycol
45.0
5000
22.00 22.20 22.40 22.60
89.0 m/z 89.10 39.61%
okl L 133.0 177.0219.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45.0
89.0 22.00 22.20 22.40 22.60
5000 m/z 43.05 28.84%
133.0
0 1770 21,0 265.0 309.0 415.0 459.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238881: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)... R
45.0 22.00 22.20 22.40 22.60
m/z 57.10 24 .18%
89.0
5000
133.0
okl Ll 17('0 221.0 265.0 309.0  383.0 427.0 503.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2200 22.20 2240 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG011217\
Data File : BG025506.D

Acq On : 13 Jan 2017 6:56

Operator : UM/SJ

Sample - 11138-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .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]
2-Pentanone, 4-hy... 5.26 15.8 ng 344220 1 8.20 434725 20.0
unknown7 .73 7.73 92.0 ng 2000290 1 8.20 434725 20.0
Dodecanoic acid 15.25 149.2 ng 6852600 3 14.83 918382 20.0
Tridecanoic acid 18.41 2.2 ng 136383 4 17.57 1223920 20.0
Pentaethylene glycol 22.32 6.5 ng 562671 5 21.86 1722550 20.0
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