LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG042915\

Data File : BG016802.D

Aca On 29 Apr 2015 17:11 Instrument :
Operator : TP/1Z ?:II\:gﬁ(t;Sam ol
a?zgle ; G2022-16 SB@%COME
ALS Vial : 11 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 G\METHODS\8270-BG042915.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 4.670 332 337 346 rVB 78682 110611 4.33% 0.822%
2 5.157 414 420 435 rBV 637243 913969 35.81% 6.789%
3 6.767 685 694 706 rBV 660503 1061094 41.57% 7.882%
4 7.102 745 751 761 rBV 692165 1061467 41.58% 7.884%
5 7.561 823 829 838 rBV 150812 232871 9.12% 1.730%

7.884 877 884 892 rBvV 497727 797596 31.25% 5.924%
8.724 1020 1027 1037 rBV 372734 605625 23.73% 4.498%
10.351 1297 1304 1319 rBV 198853 353964 13.87% 2.629%
12.837 1720 1727 1740 rBV 1090058 1548064 60.65% 11.499%
13.695 1865 1873 1881 rBV 34966 62312 2.44% 0.463%

=
QO ~NO®

11 14.223 1956 1963 1973 rBV2 343085 526122 20.61% 3.908%
12 15.716 2211 2217 2231 rBV 774248 1112326 43.58% 8.262%
13 16.967 2425 2430 2439 rBV2 492369 682904 26.75% 5.072%
14 17.872 2577 2584 2593 rBV4 23156 43204 1.69% 0.321%
15 19.605 2873 2879 2891 rBV 2150134 2552628 100.00% 18.960%

16 20.868 3090 3094 3104 rBvV 126155 172378 6.75% 1.280%
17 21.156 3137 3143 3156 rBV 658841 826705 32.39% 6.141%
18 23.354 3510 3517 3529 rVB 416292 799110 31.31% 5.936%

Sum of corrected areas: 13462950
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG042915\
Data File : BG016802.D

Aca On I 29 Apr 2015 17:11

Operator : TP/I1Z

Sample : G2022-16

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA G\METHODS\8270-BG042915.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

-

4.67

TIC: BG016802.D

6.77 7.10

7.88
8.72

7.56

10.35

0
Time-->

3.00

4.00 450 5.00

3.50 5.50 6.00

6.50

7.00 750 800 850 9.00

I
9.50

I I
10.00 10.50 11.00

Abundance

2000000

1500000

1000000

500000

12.84

14.22

13.69

TIC: BG016802.D

15.72

16.97

17.87

19.61

0
Time-->

12.00 12,50 13.00 13.50 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

2000000

1500000

1000000

500000

21.16
23.35

20.87

TIC: BG016802.D

0
Time-->

21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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 G\DATA\BG042915\
Data File : BG016802.D

Aca On : 29 Apr 2015 17:11

Operator : TP/1Z

Sample : 62022-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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.

4._.67 9.50 ng 110611 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 37
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 36
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28

Abundance Scan 337 (4.670 min): BG016802.D (-332) (-) m/z 43.10 100.00%
a3
59
5000 101
83 440 4.60 4.80 5.00
o...,....,....,....',':.-..?.1.-!~.|i....,....,.-...,....',....,....,....,....,...., m/z 59.10 73.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL UL
59 440 460 480 5.00
m/z 101.10 37.37%
o a ol 83 g3 %!
R I N IR UL LI I IR LR RN SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
440 460 480 500
5000 18 m/z 58.10 20.95%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 440 4.60 4.80 5.00
m/z 41.05 8.99%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016802.D

Aca On : 29 Apr 2015 17:11

Operator : TP/1Z

Sample : 62022-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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 unknown7.10 Concentration Rank 1

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

7.10 91.16 ng 1061470 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 751 (7.102 min): BG016802.D (-745) (-) m/z 132.00 100.00%
5000
68
—
9 6.80 7.00 7.20 7.40
40 54
o f & | a_us | m/z 134.00 33.35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS S RS LN AR
6.80 7.00 7.20 7.40
2 51 78 m/z 68.10 30.51%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
S SRR AR LSS R
6.80 7.00 7.20 7.40
5000 67 m/z 66.10 19.76%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e R
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 11.86%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, L Y A E—
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016802.D

Aca On : 29 Apr 2015 17:11

Operator : TP/1Z

Sample : 62022-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.87 4.17 ng 172378 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
3 Cvclopentadecane 210 C15H30 000295-48-7 90
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 87
Abundance Scan 3094 (20.868 min): BG016802.D (-3090) (-) m/z 97.05 100.00%
7 9
5000
125
3 7 153 182 210 281 20.60 20.80 21.00 21.20
ol e 20 3® ) w/z 83.10  97.74%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43
69
5000 AR R AR AR R
20.60 20.80 21.00 21.20
125 m/z 57.10 90.69%
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
43
69
97 20.60 20.80 21.00 21.20
5000 m/z 69.05 81.64%
125
o 153 196 224
m/z--> éo 160 1éo 200 250 360 3%0
Abundance #63051: Cyclopentadecane
55 20.60 20.80 21.00 21.20
83 m/z 55.10 78.21%
5000
29 111
210
oL i L I}IJIJtI\}?g e SISV SRS
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042915\
Data File : BG016802.D

Acq On 29 Apr 2015 17:11

Operator : TP/1Z

Sample : G2022-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042915_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4._67 9.5 ng 110611 1 7.56 232871 20.0
unknown?7 .10 7.10 91.2 ng 1061470 1 7.56 232871 20.0
1-Nonadecene 20.87 4.2 ng 172378 5 21.16 826705 20.0
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