LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041042.D

Aca On : 3 Jun 2019 20:03

Operator : HP/JU

Sample : K3097-13

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG052919 .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 3.124 3 6 15 rVB 121368 224472 6.32% 0.754%
2 3.206 15 20 35 rvB 433998 655739 18.47% 2.202%
3 5.656 430 437 450 rBVY 1283705 2063206 58.13% 6.928%
4 7.266 702 711 724 rBVY 1404042 2495060 70.29% 8.378%
5 7.648 767 776 785 rBVY 1280547 2269606 63.94% 7.621%
6 8.118 848 856 866 rVB 260651 439387 12.38% 1.475%
7 8.441 903 911 920 rBV 852411 1460006 41.13% 4.902%
8 9.299 1048 1057 1065 rBV 812490 1479878 41.69% 4 .969%
9 10.938 1328 1336 1349 rVB 350705 635767 17.91% 2.135%
10 13.370 1741 1750 1759 rBVY 1774056 2733798 77 .02% 9.180%

11 14.187 1884 1889 1897 rVB 214996 317170 8.94% 1.065%
12 14.751 1978 1985 1992 rBV2 573693 908344 25.59% 3.050%
13 16.232 2230 2237 2245 rBV 1870920 2901210 81.73% 9.742%
14 17.495 2443 2452 2457 rBV 741239 1147247 32.32% 3.852%

15 17.530 2457 2458 2464 rVB 37410 43153 1.22% 0.145%
16 17.624 2467 2474 2478 rBV 25797 37703 1.06% 0.127%
17 18.341 2592 2596 2604 rBV3 125389 206445 5.82% 0.693%
18 19.263 2749 2753 2759 rBV2 33091 49091 1.38% 0.165%
19 19.534 2794 2799 2805 rBV 250580 356949 10.06% 1.199%
20 19.610 2808 2812 2818 rVB6 42264 76555 2.16% 0.257%
21 19.863 2850 2855 2857 rVv2 57541 94072 2.65% 0.316%
22 19.898 2857 2861 2868 rVV 227714 349000 9.83% 1.172%
23 19.963 2868 2872 2878 rVB2 26914 41241 1.16% 0.138%

24 20.086 2887 2893 2905 rVB 2755901 3549579 100.00% 11.919%
25 20.215 2909 2915 2921 rBV6 41779 100226 2.82% 0.337%

26 20.386 2940 2944 2949 rVB 109095 156192 4._.40% 0.524%
27 20.486 2956 2961 2965 rBV 93457 134293 3.78% 0.451%

28 20.544 2965 2971 2974 rVB2 41294 74409 2.10% 0.250%
29 20.679 2991 2994 2998 rBV 34631 51521 1.45% 0.173%
30 20.726 2999 3002 3005 rBV3 28623 39815 1.12% 0.134%

31 21.367 3102 3111 3119 rBV5 77645 225865 6.36% 0.758%
32 21.437 3119 3123 3127 rVB3 26677 37509 1.06% 0.126%
33 21.772 3171 3180 3185 rBV2 773968 1580312 44.52% 5.306%
34 21.819 3185 3188 3194 rVB 147501 233145 6.57% 0.783%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041042.D

Aca On : 3 Jun 2019 20:03

Operator : HP/JU

Sample : K3097-13

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.925 3201 3206 3210 rVB5 37361 64427 1.82% 0.216%
36 21.972 3210 3214 3219 rBV7 23445 54631 1.54% 0.183%
37 23.253 3427 3432 3438 rBV5 41177 80339 2.26% 0.270%
38 23.447 3462 3465 3477 rVB4 43868 91659 2.58% 0.308%
39 24.040 3558 3566 3570 rBV2 98652 293773 8.28% 0.986%
40 24.299 3607 3610 3618 rVB3 24166 57094 1.61% 0.192%

41 24.786 3688 3693 3702 rVB2 60041 162454 4._.58% 0.545%
42 24.939 3711 3719 3732 rBVY 93189 284818 8.02% 0.956%
43 25.110 3732 3748 3758 rBV2 404834 1325782 37.35% 4._.452%
44 26.226 3934 3938 3947 rVB9 29734 75300 2.12% 0.253%
45 28.923 4387 4397 4409 rBV5 26887 122953 3.46% 0.413%

Sum of corrected areas: 29781195
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG060319\

BG041042.D

3 Jun 2019 20:03

HP/JU

K3097-13

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

TIC: BG041042.D

7.27

5.66 7.65

8.44

500000

3.21
8.12 10.94

A2

0
Time-->

350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00

950 1000 1050 1100 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG041042.D
20.09

16.23
13.37

21.77
17.49

14.75

14.19

19.5319.9()
18.34 alee

11582 261,699 ;

Time-->

05
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

2500000

2000000

1500000

1000000

500000

TIC: BG041042.D

25.11

24,
232545 % 30 24

26.23 28.92

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:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041042.D

Aca On : 3 Jun 2019 20:03

Operator : HP/JU

Sample : K3097-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.21 29.85 ng 655739 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 21 (3.212 min): BG041042.D (-15) (-) m/z 73.00 100.00%
7 T
5000] 43
3.20 3.30 3.40 3.50 3.60
oJ,Jn.J..,..1.3.6,...."[0.7..2‘.‘?....,....,....,....,...?‘,’9 m/z 43.00 A41.74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LN AR NN AN AR AR
43 3.20 3.30 3.40 3.50 3.60
“ ‘ m/z 87.10 27 .10%
0 Aﬁ“'J"P"'I"”I""I”"I"'W""I'”'I""P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 41 m/z 55.00 24 .48%
112
e o L UL UL B AL UL UL WL o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4436: Pentane, 3-methoxy- iy——r—y——r—y
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.27%
5000
45
OuluLuu‘--lO]--------------------------------- Ly——y—y
m/z--> 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041042.D

Aca On : 3 Jun 2019 20:03

Operator : HP/JU

Sample : K3097-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 3 unknown7.65 Concentration Rank 1

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

7.65 103.31 ng 2269610 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14

Abundance Scan 776 (7.648 min): BG041042.D (-767) (-) m/z 132.00 100.00%
5000 68
0 s |l %o 108 740 7.60 7.80 8.00
of T B i o e et m/z 68.00 49.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U UL I LR L
7.40 7.60 7.80 8.00
70 m/z 66.00 35.55%
31 44 60 86
0 L 1A ! ! 116 !
LS FUL IR FUELEL L LR SURLELELS WAL SARLELAL SR UL UU
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 34.78%
15 28 39 52 83 77 90 104
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole R B e A
132 7.40 7.60 7.80 8.00
m/z 69.00 22.27%
5000
104
ol 14 27 39 51 877 g9 | us “
miz--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041042.D

Aca On : 3 Jun 2019 20:03

Operator : HP/JU

Sample : K3097-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.34 3.60 ng 206445 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 2596 (18.341 min): BG041042.D (-2592) (-) m/z 73.00 100.00%

60 73
5000 129 013
o7 157171185

115 | 143 199 | 227 ,,.2% 18.00 18.20 18.40 18.60
0! m/z 43.10 98.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L L e

18.00 18.20 18.40 18.60

m/z 60.00 88.54%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 B ERAmmEaE LRSS AR
18.00 18.20 18.40 18.60
5000 - 129 m/z 55.05 86.51%
87 15 oh 214
101 143157 = 185
R L o A na s ma e IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A e o
43 60 73 18.00 18.20 18.40 18.60
m/z 41.00 74 .15%
5000 129
29
199
143 157171185 242
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. OO 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041042.D

Aca On : 3 Jun 2019 20:03

Operator : HP/JU

Sample : K3097-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Heneicosane, 11-cyclopentyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.86 ng 225865 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-cvclopentvl- 364 C26H52 006703-81-7 64
2 Hexadecane 226 C16H34 000544-76-3 56
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 52
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 52
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 52
Abundance Scan 3112 (21.373 min): BG041042.D (-3102) (-) m/z 57.10 100.00%
57
97 228
5000
3 306 355 21.00 21.20 21.40 21.60
o o 32 m/z 43.05  94.77%
m/z--> 50 100 150 200 250 300 350
Abundance #193377: Heneicosane, 11-cyclopentyl-
57
83
5000 UL R SUNIE B
29 21.00 21.20 21.40 21.60
111 o3 m/z 55.00 81.53%
oA i |1 167 o7 | 266 2 364
m/z--> 50 100 150 200 250 300 350
Abundance
57
21.00 21.20 21.40 21.60
5000 85 m/z 97.05 72.51%
29
o 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #156673: Ethanol, 2-(octadecyloxy)- R ERRREEEEE
57 21.00 21.20 21.40 21.60
m/z 228.00 72.19%
5000 85
29
111
0 Il ‘; Il ‘J “i I lﬁll ‘169 197 2?4 2?2 28\3 311
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO060319\
Data File : BG041042.D

Acq On : 3 Jun 2019 20:03

Operator : HP/JU

Sample - K3097-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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]
Butane, 2-methoxy... 3.21 29.9 ng 655739 1 8.12 439387 20.0
unknown7 .65 7.65 103.3 ng 2269610 1 8.12 439387 20.0
n-Hexadecanoic acid 18.34 3.6 ng 206445 4 17.49 1147250 20.0
Heneicosane, 11-c... 21.37 2.9 ng 225865 5 21.77 1580310 20.0
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