LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF078998.D

Aca On : 7 May 2015 16:18

Operator : TP/1Z

Sample : 6G2035-06

Misc :

ALS Vial : 9 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 1.484 23 26 29 rvB 5538034 6368668 80.22% 19.852%
2 1.621 35 38 49 rVB 201858 506498 6.38% 1.579%
3 1.758 49 50 53 rvw 725237 1006034 12.67% 3.136%
4 1.804 53 54 60 rvv 234494 358551 4_.52% 1.118%
5 1.884 60 61 102 rVB 3340997 7939457 100.00% 24.748%

5.142 343 346 351 rVB 222383 255522 3.22% 0.797%
5.644 387 390 392 rBV 1254509 1312545 16.53% 4_.091%
6.902 497 500 502 rBV 1497106 1453850 18.31% 4_.532%
7.050 511 513 516 rBV 1524177 1424488 17.94% 4._.440%
7.336 536 538 540 rBV 300632 387410 4._.88% 1.208%

=
QO ~NO®

11 7.530 5563 555 557 rvB 1119566 1050372 13.23% 3.274%
12 8.033 596 599 601 rBV 1007777 898587 11.32% 2.801%
13 8.913 674 676 678 rBvV 442075 570701 7.19% 1.779%
14 10.262 792 794 797 rBV 1794711 1579685 19.90% 4.924%
15 10.765 836 838 841 rBV 80151 93600 1.18% 0.292%

16 11.096 865 867 869 rBvV 753055 704278 8.87% 2.195%
17 12.079 950 953 956 rvB 1255793 1259589 15.86% 3.926%
18 12.262 967 969 973 rVB 56884 117474 1.48% 0.366%
19 12.948 1026 1029 1031 rBV 703805 798741 10.06% 2.490%
20 14.948 1201 1204 1206 rBV 1349065 1785849 22.49% 5.567%

21 16.103 1303 1305 1311 rBV 203506 316795 3.99% 0.987%
22 16.240 1315 1317 1319 rBV 858979 884583 11.14% 2.757%

23 16.526 1340 1342 1347 rBV2 38140 83452 1.05% 0.260%
24 18.011 1469 1472 1475 rBV 739330 923861 11.64% 2.880%

Sum of corrected areas: 32080590
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050715\

BF078998.D

7 May 2015 16:18

TP/1Z

G2035-06

9 Sample Multiplier: 1

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 : BF078998.D

Aca On : 7 May 2015 16:18

Operator : TP/1Z

Sample : 62035-06

Misc :

ALS Vial : 9 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.48 Concentration Rank 2

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

1.48 328.78 ng 6368670 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 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 26 (1.484 min): BF078998.D (-23) (-) m/z 73.10 100.00%
7B
43
5000
89
e
55 140 1.60 1.80
oo e e 8 Tm/Zz 4310 52.25%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LR L NN LA
140 1.60 1.80
31 89 m/z 89.10 31.58%
T "%qﬁlh "3§|' J'ﬁ8l"‘??| T '|l LI I L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
33 140 160 180
5000 m/z 41.05 10.51%
27
59 74
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #2183: 1,3-Diaminoguanidine
43 140 1.60 1.80
32 m/z 45.10 8.37%
58 89
5000 18
| 24 G
"w'l'l"“l'“"FJ"l"'ﬁ""lw”'l""""l' LR S N L R
m/z--> 10 20 30 40 50 60 70 80 90 100 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF078998.D

Aca On : 7 May 2015 16:18

Operator : TP/1Z

Sample : 62035-06

Misc :

ALS Vial : 9 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 7

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

1.80 18.51 ng 358551 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 64
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 9
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 5

Abundance Scan 54 (1.804 min): BF078998.D (-53) (-) m/z 73.10 100.00%
7B
5000
55 87
41 &7 140 160 1.80 2.00 2.20
S N NV RN NS —— S Y 6 - ¥ OO {0 B O 41
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00 2.20
- 87 m/z 55.10 26 .53%
S (- TN A 2L N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30
73
1.40 1.60 1.80 2.00 2.20
5000 m/z 41.10 11.27%
44 58
18
38
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2-methyl-
5 73 140 1.60 1.80 2.00 2.20
m/z 71.10 10.49%
5000
43
S vk R OS2 A BN NNt - B U | S | IO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF078998.D

Aca On : 7 May 2015 16:18

Operator : TP/1Z

Sample : 62035-06

Misc :

ALS Vial : 9 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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.14 13.19 ng 255522 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 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 346 (5.142 min): BF078998.D (-343) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540
b S0 8 | /7 89,10 56867
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 17.91%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540
5000 m/z 58.10 16.15%
29 101
15 73 83
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 Emma e RREma
59 480 5.00 5.20 5.40
m/z 41.10 8.57%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF078998.D

Aca On : 7 May 2015 16:18

Operator : TP/1Z

Sample : 62035-06

Misc :

ALS Vial : 9 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 7 unknown7.05 Concentration Rank 3

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

7.05 73.54 ng 1424490 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 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 513 (7.050 min): BF078998.D (-511) (-) m/z 132.00 100.00%
5000 68
6 R e L
40 _ 54 | 75 104 6.80 7.00 7.20 7.40
o S 1 Y. ....|....,..5.‘.7,....,....,.1.1:‘3.,...., - m/z 68.10 43.48%
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 .
5000 U ISR UL L
6.80 7.00 7.20 7.40
78 m/z 134.00 31.98%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 680 7.00 7.20 7.0
5000 m/z 66.10 27.93%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13916: Benzene, 1,3,5-trifluoro- A  REaan o
132 6.80 7.00 7.20 7.40

m/z 69.10 17 .35%

5000

63 81
3138 50 74 ‘ 88 101 112

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 : BF078998.D

Aca On : 7 May 2015 16:18

Operator : TP/1Z

Sample : 62035-06

Misc :

ALS Vial : 9 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 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.26 2.94 ng 117474 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 78

Abundance Scan 969 (12.262 min): BF078998.D (-967) (-) m/z 57.05 100.00%
57
| T 5100 1320 1240 1260
e m/z 43.10 72.02%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LS BN BN BN B
85 12.00 12.20 12.40 12.60
29 m/z 71.10 60.23%
Sl e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.00 12.20 12.40 12.60
5000 85 m/z 85.10 39.34%
29
113 141 169 197 268
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57 12.00 12.20 12.40 12.60
m/z 41.10 31.12%
5000
85
290 (113 141 169 107 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF078998.D

Aca On : 7 May 2015 16:18

Operator : TP/1Z

Sample : 62035-06

Misc :

ALS Vial : 9 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 10 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.10 7.16 ng 316795 Chrysene-di12 16.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 Cvclopentadecane 210 C15H30 000295-48-7 96
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 1305 (16.103 min): BF078998.D (-1303) (-) m/z 57.10 100.00%
97 83
41
5000
U AR SRR B
139 15.80 16.00 16.20 16.40
168 196 224241258276295 327 7> BB 10 93 320}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98169: 1-Nonadecene
57 83
5000 U AR U SRR B
29 15.80 16.00 16.20 16.40
139 266 m/z 43.10 91.73%
m»'%Mmmmmmmmmmmmmmm
Abundance
55
8 15.80 16.00 16.20 16.40
5000 m/z 83.10 86.09%
29 111
139 182 210
mmmwﬁmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146886: Dichloroacetic acid, heptadecyl ester R  EEammaT R
3 15.80 16.00 16.20 16.40
m/z 69.10 76.55%
5000
29
139 168 191210 238 265 295
|

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
Data File : BF078998.D

Acq On : 7 May 2015 16:18

Operator : TP/1Z

Sample - G2035-06

Misc :

ALS Vial : 9 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]
unknownl .48 1.48 328.8 ng 6368670 1 7.35 387410 20.0
Butane, 2-methoxy... 1.80 18.5 ng 358551 1 7.35 387410 20.0
2-Pentanone, 4-hy... 5.14 13.2 ng 255522 1 7.35 387410 20.0
unknown? .05 7.05 73.5 ng 1424490 1 7.35 387410 20.0
Eicosane 12.26 2.9 ng 117474 4 12.95 798741 20.0
1-Nonadecene 16.10 7.2 ng 316795 5 16.24 884583 20.0
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