LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079007.D

Aca On > 7 May 2015 20:35

Operator : TP/1Z

Sample : 62084-02

Misc :

ALS Vial : 18 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-BF043015.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 1.495 24 27 29 rVB 3945263 4974695 68.07% 14.196%
2 1.633 36 39 49 rVB 226798 537001 7 .35% 1.532%
3 1.758 49 50 53 rvw 493387 671521 9.19% 1.916%
4 1.815 53 55 60 rvv 191393 356159 4.87% 1.016%
5 1.884 60 61 83 rvB 2967305 6173494 84.48% 17.617%
6 2.170 83 86 106 rvVvB6 77777 267614 3.66% 0.764%
7 4.524 288 292 295 rBVY 4927903 7307851 100.00% 20.853%
8 5.141 345 346 352 rVB 63126 90906 1.24% 0.259%
9 5.599 384 386 388 rBV 166036 223804 3.06% 0.639%
10 5.644 388 390 393 rVB 1078708 1063492 14.55% 3.035%

11 6.902 498 500 502 rVB 1235956 1172738 16.05% 3.346%
12 7.050 511 513 516 rVB 1116462 1130608 15.47% 3.226%
13 7.347 536 539 541 rBV 281617 363170 4._.97% 1.036%
14 7.530 553 555 557 rvB 844988 757514 10.37% 2.162%
15 8.033 596 599 601 rvB 751747 676679 9.26% 1.931%

16 8.925 675 677 679 rBvV 379909 528077 7.23% 1.507%
17 10.262 792 794 797 rBV 1160144 995516 13.62% 2.841%
18 10.765 836 838 841 rBV 72967 73709 1.01% 0.210%
19 11.096 865 867 869 rBvV 635279 592266 8.10% 1.690%
20 12.079 950 953 955 rBvV 795331 821384 11.24% 2.344%

21 12.948 1026 1029 1030 rBV 623258 655794 8.97% 1.871%
22 12.971 1030 1031 1033 rVB 99345 95744 1.31% 0.273%
23 14.457 1158 1161 1164 rBV 268059 276247 3.78% 0.788%
24 14.742 1182 1186 1188 rBV 180517 275516 3.77% 0.786%
25 14.937 1201 1203 1206 rBV 843764 1142089 15.63% 3.259%

26 15.931 1287 1290 1292 rBV 34293 74355 1.02% 0.212%
27 16.114 1304 1306 1311 rBV3 158586 288789 3.95% 0.824%
28 16.263 1315 1319 1320 rVV2 611369 965737 13.22% 2.756%
29 16.285 1320 1321 1323 rVB 108288 139415 1.91% 0.398%
30 16.423 1331 1333 1336 rVB2 63476 76449 1.05% 0.218%

31 17.600 1434 1436 1441 rBV 186624 469357 6.42% 1.339%
32 17.943 1463 1466 1468 rBV 112038 205958 2.82% 0.588%
33 18.000 1469 1471 1474 rVB 172744 221105 3.03% 0.631%
34 18.068 1474 1477 1480 rBV 596666 803623 11.00% 2.293%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079007.D

Aca On > 7 May 2015 20:35

Operator : TP/1Z

Sample : 62084-02

Misc :

ALS Vial : 18 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.577 1607 1609 1622 rVB2 118501 575414 7.87% 1.642%

Sum of corrected areas: 35043790
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF0O79007.D

Aca On > 7 May 2015 20:35

Operator : TP/I1Z

Sample : G2084-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079007.D

Aca On : 7 May 2015 20:35

Operator : TP/1Z

Sample : 62084-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownl.50 Concentration Rank 3

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

1.50 273.96 ng 4974700 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 27 (1.495 min): BF079007.D (-24) (-) m/z 73.10 100.00%
7B
5000 43
89
— e ————
140 160 1.80
55
Obrrrprrrrprrrrrrrr A oo e || M/z 43.10 0 48.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L I R R R
140 160 1.80
a1 89 m/z 89.10 30.93%
"'I""I"'UI"""i"""'l"g?l""lll"I""I""I""I""I""I""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
43 LS P AL R
55 140 160 1.80
5000 m/z 41.05 9.57%
29

15
63 81 89 100
wwmmmwwmmm
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
78 140 1.60 1.80
m/z 45.10 7.64%
5000 55
43
27 35, |, || 65 | 8189 101109 119 129137145
e s L M. SEEMMED ' GHENNEIE S
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079007.D

Aca On : 7 May 2015 20:35

Operator : TP/1Z

Sample : 62084-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.82 19.61 ng 356159 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 55 (1.815 min): BF079007.D (-53) (-) m/z 73.10 100.00%
7B
5000
55 87 J\
41 45 | 1.40 1.60 1.80 2.00 2.20
50 | 59 677 84
0'W“P”W”W”W“”P”W““L“““P”W”W“”W”ﬂ'““W”“P“W”W“ m/z 55.05 25.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 87.05 25.01%
‘2? 33 39| 4650 ‘ 59 6770 H

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance

73

1.40 1.60 1.80 2.00 2.20
5000 m/z 71.10 11.16%

45
2932 37 41 525559 65 70 80 84 88

mmmmmmmwﬁmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Abundance #720: N-Ethylformamide R e
30 140 1.60 1.80 2.00 2.20
3 m/z 41.05 11.12%
5000
44 58
1518 40
! ! il
A L R Aaaaata s AT
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 140 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079007.D

Aca On : 7 May 2015 20:35

Operator : TP/1Z

Sample : 62084-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 8 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.14 5.01 ng 90906 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 346 (5.141 min): BF079007.D (-345) (-) m/z 43.10 100.00%
43
59
5000
s o “l’l 480 500 520 540
SRMEEEESSEY 1 USSR AT S AP 8 LS m/z 59.10 52.63%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LB LS L IR UL
59 480 500 520 540
m/z 58.10 15.17%
25 3 37 | 83 g3 M1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 14 .85%
a1 101
15 31 53 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2273: 1,2-Butanediol, (.+/-.)- T
31 59 4.80 5.00 5.20 5.40
m/z 41.10 9.38%
5000
41
"I'%?'I'?§'I'"'I"??I§?"I""T%"'I"'??""I""I' B A I R L B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079007.D

Aca On : 7 May 2015 20:35

Operator : TP/1Z

Sample : 62084-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 9 unknown7.05 Concentration Rank 4

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

7.05 62.26 ng 1130610 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 513 (7.050 min): BF079007.D (-511) (-) m/z 132.00 100.00%
5000 68
‘ 75 6 680 7.00 7.20 7.40
54 104 : . . .
..,....,....,...:,“.'.‘.‘7:,....61'.-.|....,..f.‘?,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 43.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U IS L LA I
6.80 7.00 7.20 7.40
78 m/z 134.00 32.18%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 28.57%
33 44 97 105

70 78
51 60 86 115

wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole e
132 6.80 7.00 7.20 7.40
m/z 69.10 17.79%
5000
104
51 66 77
14 27 37 4491 58 | 5,89 97 || 115
T T T R e T T e A EREEEEE S s a
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079007.D

Aca On : 7 May 2015 20:35

Operator : TP/1Z

Sample : 62084-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 11 Bromoacetic acid, octadecyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.11 5.98 ng 288789 Chrysene-di12 16.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 1306 (16.114 min): BF079007.D (-1304) (-) m/z 57.10 100.00%
57 83
5000
R R BN SURURN BN
3 139 180197915 234 15.80 16.00 16.20 16.40
- 23 2150 28 287 306 m/z 43.10 95.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #154046: Bromoacetic acid, octadecyl ester
3
69
97
5000 R AR BRI U BN
15.80 16.00 16.20 16.40
m/z 55.10 91.92%
6 181 224 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
15.80 16.00 16.20 16.40 |
5000 111 m/z 83.10 78 .30%

29
139 168 191210 238 265 295

L L L R L L L R L R L R RN R RN R R RN RARER RN LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

Abundance #142901: 1-Tetracosanol S S e e
43 15.80 16.00 16.20 16.40
m/z 69.10 76.72%
5000 83
18
| L e 140 168 196 238 266 308 336

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079007.D

Aca On : 7 May 2015 20:35

Operator : TP/1Z

Sample : 62084-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 12 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.94 5.13 ng 205958 Perylene-di12 18.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 90
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
4 Benzolalovrene 252 C20H12 000050-32-8 89
5 Perylene 252 C20H12 000198-55-0 68

Abundance Scan 1466 (17.943 min): BF079007.D (-1463) (-) m/z 252.10 100.00%

252
5000

125 17.60 17.80 18.00 18.20
55 95 163 224
e 4. | .".".1.4,5. " .1.92, —r 5J .2?1. ,?153 .3:?9?5.7.3?:? m/z 250.10 30.94Y%

m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000

17.60 17.80 18.00 18.20
m/z 253.10 22.86%

50 74 99 ; M 146 174 200 224 M
T B e

|
m/z--> 50 100 150 200 250 300 350

Abundance
252
e e
17.60 17.80 18.00 18.20
5000 m/z 125.10 9.91%
126
29 51 74 100 150 174 200 224
T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #89826: Benz[e]acephenanthrylene R R Bmman
252 17.60 17.80 18.00 18.20
m/z 126.10 9.61%
5000
126
39 74 100, |_150 174 200 224
m/z--> 50 100 150 200 250 300 350 17. 60 17. 80 18 00 18. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
Data File : BF079007.D

Acq On > 7 May 2015 20:35

Operator : TP/1Z

Sample - G2084-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
unknownl1 .50 1.50 274.0 ng 4974700 1 7.35 363170 20.0
Butane, 2-methoxy... 1.82 19.6 ng 356159 1 7.35 363170 20.0
2-Pentanone, 4-hy... 5.14 5.0 ng 90906 1 7.35 363170 20.0
unknown7 .05 7.05 62.3 ng 1130610 1 7.35 363170 20.0
Bromoacetic acid,... 16.11 6.0 ng 288789 5 16.26 965737 20.0
Benzo[e]pyrene 17.94 5.1 ng 205958 6 18.07 803623 20.0
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