LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010097.D

Aca On 22 May 2017 12:00

Operator : SJ/MA

Sample : 13177-03

Misc :

ALS Vial : 5 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 5.087 335 340 351 rBV 502642 734068 4 .88% 0.978%
2 5.546 412 418 430 rBV 4148271 6089059 40.50% 8.111%
3 7.157 685 692 706 rBY 3844898 6080577 40.45% 8.100%
4 7.510 743 752 763 rBVY 4133501 6494742 43.20% 8.651%
5 7.963 820 829 840 rBV 698180 1130439 7.52% 1.506%

8.287 876 884 893 rBV 3229908 5029319 33.46% 6.699%
9.157 1022 1032 1041 rBV 2154483 3590888 23.89% 4._.783%
10.775 1298 1307 1314 rBV 822901 1345944 8.95% 1.793%
13.222 1716 1723 1731 rBV 5983057 8671955 57.69% 11.551%
14.057 1860 1865 1873 rVB 685478 947552 6.30% 1.262%

=
QO ~NO®

11 14.598 1950 1957 1966 rBv2 1212117 1842132 12.25% 2.454%
12 16.086 2203 2210 2222 rBV 5368112 7291101 48.50% 9.712%
13 17.339 2417 2423 2436 rBV2 1586417 2345107 15.60% 3.124%
14 18.192 2563 2568 2577 rBV 334296 487662 3.24% 0.650%
15 19.462 2780 2784 2789 rBV3 124045 180107 1.20% 0.240%

16 19.945 2860 2866 2872 rBV 12722880 15033086 100.00% 20.025%
17 21.162 3069 3073 3080 rBV5 275997 491599 3.27% 0.655%

18 21.497 3126 3130 3138 rVB 2895833 3455992 22.99% 4.604%
19 23.868 3527 3533 3542 rVB 1994412 3831009 25.48% 5.103%

Sum of corrected areas: 75072338
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM052217\
Data File : BM010097.D

Aca On : 22 May 2017 12:00

Operator : SJ/MA

Sample - 13177-03

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM010097.D

5.55 716 751

8.29

5.09 7.96

10.77

Orar—T—

Time--> 3.

T I I
650 7.00 750 800 850 9.00

T
9.50

50 400 450 500 550 6.00

T T T
10.00 10.50 11.00 11.50

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM010097.D

13.22
16.09

14.60 17.34

14.06 18.19

19,94

19.46

Ol
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM010097.D

21.50
23.87

0

21.16

|

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010097.D

Aca On : 22 May 2017 12:00

Operator : SJ/MA

Sample : 13177-03

Misc :

ALS Vial : 5 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 unknown5.09 Concentration Rank 3

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

5.09 12.99 ng 734068 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Acetic acid. 10.11-dihvdroxy-3.7... 298 C17H3004 1000194-28-5 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 341 (5.093 min): BM010097.D (-335) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
83.1 4.80 500 5.20 5.40
....,....',lIJ...'!~|,....,-....-,....,..1.3“?-,2....,....,....,'%09;9 m/z 59.10 68.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
5000 L L L L I
101.0 480 500 520 5.40
59.0 m/z 101.10 28.99%
27! ‘ 84.0
...‘al.“.‘P..‘i‘l..“l‘i..‘.‘.|‘....|‘....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 m/z 58.10 17.94%
59.0
27.0 g3.0 1010
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 4.80 500 5.20 5.40
m/z 41.05 11.44%
5000 101.0
42.0
L S U '“'?4'9" |"¥1Piq I L U SRR B P T T
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010097.D

Aca On : 22 May 2017 12:00

Operator : SJ/MA

Sample : 13177-03

Misc :

ALS Vial : 5 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 2 unknown7.51 Concentration Rank 1

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

7.51 114.91 ng 6494740 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 752 (7.510 min): BM010097.D (-743) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 R U R L
40.1 0 2072 7.20 7.40 7.60 7.80
1rr.0_ 207 BL1 "m/z 68.10 45.37%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 N AN RS SRR AR
60.0 7.20 7.40 7.60 7.80
39.0 ' m/z 66.10 33.68%
: 89.0
wTv-v-rv-rv—rn-rv-n—v-rn—n-rv—rrq—rn—v-rn—rq—v—r
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 134.10 32.33%
70.0
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine e R R
132.0 7.20 7.40 7.60 7.80
m/z 69.10 21.46%
97.0
5000
31.0 77'0 ‘
| 1] | !
m/z--> 40 60 80 160 120 140 160 180 200 220 240 260 280 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010097.D

Aca On : 22 May 2017 12:00

Operator : SJ/MA

Sample : 13177-03

Misc :

ALS Vial : 5 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 4.16 ng 487662 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 35

Abundance Scan 2568 (18.192 min): BM010097.D (-2563) (-) m/z 73.10 100.00%

1

5000

17.80 18.00 18.20 18.40 18.60
m/z 60.10 70.40%

295.2

355.1 429.1 475.1

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92228: n-Hexadecanoic acid
43.0
5000 256.0 NMMMMMED b S DS -
129.0 17.80 18.00 18.20 18.40 18.60
0 213.0 m/z 43.05 60.44%
‘ ‘ 171.0 ‘
‘ ‘ ‘ \\‘HI '“hl“ I‘u‘\lul I\ T \I I‘ I‘ I ‘

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

73.0

17.80 18.00 18.20 18.40 18.60

m/ 55.10 57.16%
5000 129.0 z 0

29.0 185.0 228.0

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

Abundance #65566: Tridecanoic acid
73.0 17.80 18.00 18.20 18.40 18.60
m/z 57.10 54_.28%
5000
129.0
29. 171.0 5149
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BM010097.D

Aca On : 22 May 2017 12:00

Operator : SJ/MA

Sample : 13177-03

Misc :

ALS Vial : 5 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 9-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.16 2.84 ng 491599 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 95
2 Cvcloeicosane 280 C20H40 000296-56-0 93
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
4 1-Heptadecanol 256 C17H360 001454-85-9 90
5 1-Nonadecene 266 C19H38 018435-45-5 86
Abundance Scan 3073 (21.162 min): BM010097.D (-3069) (-) m/z 83.10 100.00%
8d.
43.]
5000
%1mmm1M1 3551 429.1 535.1 20.80 21.00 21.20 21.40
e : ' ke L m/z 97.10 92.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #106399: 9-Eicosene, (E)-
57.0
5000
11.0 20.80 21.00 21.20 21.40
m/z 55.10 88.25%
\‘ | \\h ] ‘ 115301960 2800
m/z--> 55 100 150 200 250 300 350 400 450 500
Abundance
55.0
20.80 21.00 21.20 2140
5000 p7.0 m/z 69.10 85.40%
139.0182.0924.0 280.0
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #106400: 3-Eicosene, (E)- R o e e AaaE
7. 20.80 21.00 21.20 21.40
m/z 57.10 81.95%
5000
11.0
‘ | 153.0196.0 280. 0
m/z--> 50 100 150 200 250 300 350 400 450 500 20,80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052217\
Data File : BM010097.D

Acq On : 22 May 2017 12:00

Operator : SJ/MA

Sample - 13177-03

Misc :

ALS Vial : 5 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]
unknown5.09 5.09 13.0 ng 734068 1 7.96 1130440 20.0
unknown7 .51 7.51 114.9 ng 6494740 1 7.96 1130440 20.0
n-Hexadecanoic acid 18.19 4.2 ng 487662 4 17.34 2345110 20.0
9-Eicosene, (E)- 21.16 2.8 ng 491599 5 21.50 3455990 20.0
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