LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023396.D

Aca On : 2 Aug 2016 11:21

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 4 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-BG080116.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 3.848 166 172 189 rBY 1166446 1933067 8.73% 0.576%
2 5.188 392 400 409 rBV 794260 1251306 5.65% 0.373%
3 5.663 474 481 496 rBV 2649433 4304910 19.43% 1.283%
4 7.279 748 756 769 rBVY 2834196 4985855 22.51% 1.485%
5 7.649 810 819 829 rBVY 2669287 4680504 21.13% 1.394%
6 8.007 872 880 890 rVV 3447953 5849324 26.40% 1.743%
7 8.119 892 899 902 rVvVv 443686 769216 3.47% 0.229%
8 8.154 902 905 914 rVB 684284 1117773 5.05% 0.333%
9 8.448 948 955 958 rBY 1891862 3589726 16.20% 1.069%
10 8.477 958 960 968 rVB 1496798 2127997 9.61% 0.634%

11 9.212 1077 1085 1092 rBV 1159020 2049823 9.25% 0.611%
12 9.300 1092 1100 1104 rVV 1696507 3315116 14.96% 0.988%
13 9.341 1104 1107 1114 rVB 1222708 1895329 8.56% 0.565%
14 9.864 1186 1196 1203 rBV 4156948 7576177 34.20% 2.257%
15 10.345 1271 1278 1286 rVB 1469969 2379913 10.74% 0.709%

16 10.956 1369 1382 1385 rBV 643895 1264764 5.71% 0.377%
17 11.003 1385 1390 1399 rVB 3066731 5782260 26.10% 1.723%
18 11.279 1430 1437 1449 rVB 1824026 3132829 14.14% 0.933%
19 12.607 1654 1663 1674 rBV 2399227 4048613 18.27% 1.206%
20 12.954 1713 1722 1730 rBV 3839108 6669777 30.11% 1.987%

21 13.400 1789 1798 1805 rBV 4718988 7647172 34.52% 2.278%
22 13.664 1835 1843 1854 rBV 7404247 12573163 56.75% 3.746%
23 14.234 1932 1940 1946 rBV 4522574 7463929 33.69% 2.224%
24 14.363 1955 1962 1969 rVB 2929735 4428548 19.99% 1.319%
25 14.786 2026 2034 2045 rVB2 1117316 1857542 8.38% 0.553%

26 15.151 2090 2096 2098 rBV 2665902 3902548 17.62% 1.163%
27 15.186 2098 2102 2112 rVB 4509347 7267131 32.80% 2.165%
28 15.597 2165 2172 2178 rBV 6840046 10304246 46.51% 3.070%
29 15.826 2204 2211 2220 rVB 7938265 11732146 52.96% 3.495%
30 16.044 2241 2248 2263 rBV 6832890 10349148 46.71% 3.083%

31 16.284 2281 2289 2299 rBV 3594089 5752687 25.97% 1.714%
32 16.725 2357 2364 2371 rVB 6545249 9346586 42.19% 2.785%
33 16.848 2378 2385 2391 rVB 3216427 4868463 21.98% 1.450%
34 17.547 2497 2504 2506 rBV 1386380 2078481 9.38% 0.619%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023396.D

Aca On : 2 Aug 2016 11:21

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 4 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
Title

Z:\HPCHEM1I\BNA G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.594 2506 2512 2519 rVB 8067176 14132966 63.79% 4.211%

36 18.499 2659 2666 2671 rBV 5221021 7709524 34.80% 2.297%
37 19.844 2890 2895 2901 rBV 154172 223395 1.01% 0.067%
38 19.968 2908 2916 2927 rBV 9469581 15659306 70.68% 4._.665%
39 20.156 2941 2948 2954 rBV 7414948 10442231 47.13% 3.111%
40 20.843 3058 3065 3070 rBVY 10619913 13679809 61.75% 4.076%

41 21.718 3208 3214 3222 rBV 4277350 6075072 27.42% 1.810%
42 21.847 3227 3236 3243 rBV2 9680404 22154166 100.00% 6.600%
43 21.924 3243 3249 3261 rVB 10311167 18889112 85.26% 5.627%
44 24.168 3619 3631 3637 rBY 3710126 10169049 45.90% 3.030%
45 24.232 3637 3642 3652 rVB 1583875 3616385 16.32% 1.077%

46 25.108 3774 3791 3804 rBVY 6174757 21138787 95.42% 6.298%
47 25.243 3804 3814 3826 rVB2 831791 2408275 10.87% 0.717%
48 27.011 4106 4115 4126 rVB4 138005 512757 2.31% 0.153%
49 29.132 4454 4476 4477 rBV3 1996218 7554963 34.10% 2.251%
50 30.348 4659 4683 4704 rVB3 2439567 12996804 58.67% 3.872%

Sum of corrected areas: 335658670
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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:\HPCHEM1I\BNA G\DATA\BG080216\

BG023396.D

2 Aug 2016 11:21

UM/SsJ

H4145-14

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P
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1e+07

8000000

6000000

4000000

2000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023396.D

Aca On : 2 Aug 2016 11:21

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 2

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

5.19 32.53 ng 1251310 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 43
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 400 (5.188 min): BG023396.D (-392) (-) m/z 43.00 100.00%
43
5000
i T o 530 S ok
ek pf88, | 131156 208238 201 369 AS3M890I6 | m/z 59.05  69.97%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR S U I
480 500 5.20 5.40 5.60
m/z 101.05 22 .93%
‘ 101
M
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
480 500 520 540 5.60
5000{ 18 m/z 58.05 16.93%

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

Abundance #2296: 1,2-Butanediol AREREEEE L SR
59 480 500 520 5.40 5.60
m/z 41.05 8.52%
5000
31
‘ 89 117
e B e A B B AN B s o R
mz-> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 5.20 5.40 5.60

8270-BG080116.-M Wed Aug 03 16:04:58 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023396.D

Aca On : 2 Aug 2016 11:21

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 unknown7.65 Concentration Rank 1

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

7.65 121.70 ng 4680500 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 819 (7.649 min): BG023396.D (-810) (-) m/z 132.05 100.00%
132
68
5000
a0 | % 740 7.60 7.80 8.00
Ol gt gL 168200227 263296 341 387 431461 50 | "m/z 68.05 56.65%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T T
7.40 7.60 7.80 8.00
21 m/z 66.05 36.24%
‘ L | 1 ‘

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

Abundance
132
R ARmEEEmsEEEEE S
7.40 7.60 7.80 8.00
5000 97 m/z 134.05 33.89%
31 g0
R B L B B A RamEa
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- B L s
132 7.40 7.60 7.80 8.00
m/z 69.00 23.61%
5000
281|63‘ 104
B L o R o EARmamE S e
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\BG080216\
Data File : BG023396.D

Aca On : 2 Aug 2016 11:21

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 Benzo(a)pyren-6-amine Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.01 4.26 ng 512757 Perylene-di12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo(a)pvren-6-amine 267 C20H13N 007428-83-3 91
2 1-Phenazinecarboxvlic acid. 6-(1... 282 C16H14N203 073634-72-7 81
3 13H-Dibenzola.ilcarbazole 267 C20H13N 000239-64-5 50
4 3.12b-Dimethvl1-1.2.3.5.6.7.12.12... 282 C18H22N20 1000297-42-3 47
5 Ether, bis(p-tert-butylphenyl) 282 C20H260 024085-65-2 43
Abundance Scan 4115 (27.011 min): BG023396.D (-4106) (-) m/z 267.05 100.00%
267
239
5000
118 j | 26.60 26.80 27.00 27.20 27.40
189 : : : :
A B 38 TS ) 295322 395386 416443 | S07 | /57539 05 52.21%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #116625: Benzo(a)pyren-6-amine
267
5000
26.60 26.80 27.00 27.20 27.40
239 m/z 237.05 28.51%
63 98125 165 211 | |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
267
239 26.60 26.80 27.00 27.20 27.40
5000 m/z 282.05 26.51%
179
43 75100107152 | 2%
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #116629: 13H-Dibenzo[a,ijcarbazole AL B o B A el
267 26.60 26.80 27.00 27.20 27.40
m/z 268.00 26.28%
5000
133
27 63 106 | 163188213239
m/z--> 50 100 150 200 250 300 350 400 450 500 26.60 26.80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080216\
Data File : BG023396.D

Acq On : 2 Aug 2016 11:21

Operator : UM/SJ

Sample > H4145-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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... 5.19 32.5 ng 1251310 1 8.12 769216 20.0
unknown? .65 7.65 121.7 ng 4680500 1 8.12 769216 20.0
Benzo(a)pyren-6-a... 27.01 4.3 ng 512757 6 25.24 2408280 20.0
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