LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089023.D

Aca On 15 Jul 2016 18:26

Operator : UM/SJ

Sample : H3951-01 5X

Misc :

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 F\METHODS\8270-BF063016.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

1.770 14 16 21 rBv 61949 110275 19.16% 1.854%

1.838 21 22 30 rvB 9034 12893 2.24% 0.217%
61 rvB 16805 22573 3.92% 0.380%
4.799 279 281 284 rBV 50373 53126 9.23% 0.893%
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5.267 320 322 324 rBV 287499 308579 53.61% 5.188%

6.319 412 414 417 rBV 346791 316369 54.96% 5.319%
6.445 423 425 427 rBB 410425 352861 61.30% 5.933%
447 rBB 491414 401072 69.68% 6.743%
6.833 456 459 461 rVB 233279 251677 43.72% 4.231%
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1 7.233 492 494 497 rBB 189386 182271 31.66% 3.065%
11 7.965 555 558 560 rBvV 500987 499510 86.78% 8.398%
12 8.673 619 620 623 rBvV 10058 8328 1.45% 0.140%
13 8.731 623 625 627 rBvY 10728 12865 2.23% 0.216%
14 9.039 649 652 654 rBB 435125 353889 61.48% 5.950%
15 9.439 684 687 689 rBB 77982 88184 15.32% 1.483%
16 9.713 708 711 713 rBV 384142 449484 78.09% 7.557%
17 10.171 748 751 753 rVB 8113 12753 2.22% 0.214%
18 10.491 777 779 781 rBV 157798 133319 23.16% 2.242%
19 10.628 788 791 794 rVB 9000 10641 1.85% 0.179%
20 11.074 828 830 831 rBvV2 11340 14485 2.52% 0.244%
21 11.188 837 840 842 rBV 323495 395151 68.65% 6.644%
22 11.256 843 846 848 rVB 15962 15071 2.62% 0.253%
23 11.359 853 855 859 rBvV3 3234 7031 1.22% 0.118%
24 11.416 859 860 864 rBv2 5197 6431 1.12% 0.108%
25 11.497 865 867 869 rBvV 8529 8893 1.54% 0.150%
26 11.759 888 890 891 rBvV 17492 14672 2.55% 0.247%
27 11.794 891 893 897 rvB 13957 19337 3.36% 0.325%
28 11.897 901 902 904 rBV2 4105 6173 1.07% 0.104%
29 12.228 929 931 933 rBV3 5517 9639 1.67% 0.162%
30 12.319 937 939 940 rvv2 5681 8541 1.48% 0.144%
31 12.388 942 945 947 rBV 99395 88893 15.44% 1.495%
32 12.457 947 951 952 rBv4 8277 17264 3.00% 0.290%
33 12.617 962 965 966 rBV 62121 90802 15.77% 1.527%
34 12.651 966 968 972 rvV 27787 40039 6.96% 0.673%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089023.D

Aca On 15 Jul 2016 18:26

Operator : UM/SJ

Sample : H3951-01 5X

Misc :

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.765 975 978 980 rvVv 273912 249000 43.26% 4.186%

36 12.834 980 984 986 rVvv3 8612 23021 4 _.00% 0.387%
37 13.245 1018 1020 1022 rBV 86106 73947 12.85% 1.243%
38 13.805 1066 1069 1074 rBV 510717 575624 100.00% 9.678%
39 14.800 1154 1156 1160 rVB 53669 92898 16.14% 1.562%
40 15.063 1177 1179 1182 rVV 38030 46826 8.13% 0.787%
41 15.120 1182 1184 1186 rVV 40192 54854 9.53% 0.922%
42 15.177 1186 1189 1199 rVB 226766 370185 64.31% 6.224%
43 15.600 1224 1226 1228 rVB 43624 55762 9.69% 0.938%
44 16.434 1297 1299 1304 rVB2 17835 36095 6.27% 0.607%
45 16.823 1330 1333 1339 rVvB 18742 46450 8.07% 0.781%
Sum of corrected areas: 5947753
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF071516\

BF089023.D

15 Jul 2016 18:26

UM/SsJ

H3951-01 5X

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089023.D

Aca On 15 Jul 2016 18:26

Operator : UM/SJ

Sample : H3951-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.80 2.65 ng 53126 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 281 (4.799 min): BF089023.D (-279) (-) m/z 43.10 100.00%
43
59
5000
101 UBRARE LRSS U
| 83 | 440 460 4.80 5.00 5.20
o SO S m/z 59.10 62.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RALE I L LN
440 4.60 4.80 5.00 5.20
m/z 101.10 21.01%
3} 83 g3 101
L R AR AR RS RARAS RN RERAN RRRAN SRS AL BARAN SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 5.00 5.20
5000 M m/z 58.10 15.06%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime T RRmmn e
43 440 4.60 4.80 5.00 5.20
m/z 41.10 10.46%
5000
101
15 31 502 69 86
Ol e UBREARE LRSS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089023.D

Aca On 15 Jul 2016 18:26

Operator : UM/SJ

Sample : H3951-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.44 Concentration Rank 1

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

6.44 17.60 ng 352861 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 425 (6.445 min): BF089023.D (-423) (-) m/z 132.00 100.00%
32
5000 68
96 IREPU SRS SRS SRS S
40 48 54 62 | | 75 87 | 104 6.20 6.40 6.60 6.80
O L s o L L B s m/z 68.10 39.50%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 BN AR L SR
6.20 6.40 6.60 6.80
78 m/z 134.00 32.38%
31 35 ,, 5t
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 97 m/z 66.10 24.75%
70
St a5 60 7 g6 105 116
O T o e e e e e R B B S et
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R R S REEEEEEEE e
132 6.20 6.40 6.60 6.80

m/z 69.10 15.75%

5000
104

65
S 7 |

ottt e e e R AR EEEEE B

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089023.D

Aca On 15 Jul 2016 18:26

Operator : UM/SJ

Sample : H3951-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.53 ng 46826 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Pervlene 252 C20H12 000198-55-0 89
3 Benzolklfluoranthene 252 C20H12 000207-08-9 89
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
5 Benzo[a]pyrene 252 C20H12 000050-32-8 89

Abundance Scan 1179 (15.063 min): BF089023.D (-1177) (-) m/z 252.10 100.00%

2

5000
282 365 14.80 15.00 15.20 15.40
‘ i m/z 250.10 31.40%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000 ||||||A|||||||||||||||||

14.80 15.00 15.20 15.40
m/z 253.10 20.76%

125
50 74 99 , | 146 174 200 224
-

oL e
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 125.10 15.07%
126
oL27_50 74 99 150 174 198 224
L B B e e e B T B LA o o o o e e e o o e e
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene R B EERmE R
252 14.80 15.00 15.20 15.40
m/z 251.20 12.01%
5000
126
. 99 | 200 224 |
—
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089023.D

Aca On 15 Jul 2016 18:26

Operator : UM/SJ

Sample : H3951-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.60 3.01 ng 55762 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 1226 (15.600 min): BF089023.D (-1224) (-) m/z 57.10 100.00%
57
142 167 197 225,206 1570 154 1560 1580 16,05
ol m/z 71.10 73.82%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR IR DR BURBLN B
15. 20 15. 40 15. 60 15. 80 16. 00
29 3 m/z 43.10 59.60%
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 56.17%
. 29 113 141 169 197 225 253 295 323 367 fuJ\,vm~v-\/\NNAAfN\\¢V\W
m/z--> 55 160 150 260 250 360 350 '
Abundance #215181: 2-methyloctacosane I RREEEEEES T
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 26.26%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> % 1& 1% 2& 2% 3& 3% ' mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071516\
Data File : BF089023.D

Acq On 15 Jul 2016 18:26

Operator : UM/SJ

Sample : H3951-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.80 2.6 ng 53126 1 6.67 401072 20.0
unknown6 .44 6.44 17.6 ng 352861 1 6.67 401072 20.0
Benzo[e]pyrene 15.06 2.5 ng 46826 6 15.18 370185 20.0
Heneicosane 15.60 3.0 ng 55762 6 15.18 370185 20.0
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