LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078383.D

Aca On : 10 Apr 2015 4:57

Operator : TP/1Z

Sample : G1782-26

Misc :

ALS Vial : 24 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-BF040115.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 1.058 13 15 18 rvv 351909 377364 36.27% 4.034%
2 1.173 21 25 28 rvB 90374 155460 14.94% 1.662%
3 1.321 35 38 40 rVB 56938 83524 8.03% 0.893%
4 1.538 56 57 64 rvB 15414 24125 2.32% 0.258%
5 1.630 64 65 76 rvB 129169 247390 23.78% 2.645%
6 4_.567 320 322 328 rBV 58783 82776 7.96% 0.885%
7 5.150 370 373 384 rBB 523025 755937 72.66% 8.081%
8 6.476 487 489 497 rBV 657956 766522 73.67% 8.194%
9 6.590 497 499 502 rBV 564332 794795 76.39% 8.496%
10 6.887 523 525 527 rBV 149582 180120 17.31% 1.925%

11 7.070 538 541 543 rBV 601886 616829 59.29% 6.594%
12 7.585 584 586 588 rBV 540492 486237 46.73% 5.198%
13 8.465 660 663 665 rBvV 216997 254939 24 .50% 2.725%
14 9.813 778 781 783 rBV 860391 950127 91.32% 10.157%
15 10.316 823 825 828 rBV 78308 101524 9.76% 1.085%

16 10.625 849 852 854 rBV 249897 301666 28.99% 3.225%
17 10.819 867 869 871 rBB 10188 12300 1.18% 0.131%
18 11.528 929 931 933 rBB 22243 22107 2.12% 0.236%
19 11.596 935 937 940 rBV 593693 577666 55.52% 6.175%
20 12.442 1009 1011 1013 rBV 267762 311719 29.96% 3.332%

21 12.477 1013 1014 1018 rVB 19958 18128 1.74% 0.194%
22 13.940 1140 1142 1145 rVB 39260 36895 3.55% 0.394%
23 14.214 1163 1166 1168 rBV 33889 35223 3.39% 0.377%
24 14.442 1183 1186 1188 rBV 953145 1040446 100.00% 11.122%
25 14.957 1228 1231 1237 rVB2 4198 11821 1.14% 0.126%

26 15.631 1287 1290 1294 rBV 83419 158630 15.25% 1.696%
27 15.711 1294 1297 1299 rBV 333459 352472 33.88% 3.768%

28 16.443 1358 1361 1368 rBV5 9046 25041 2.41% 0.268%
29 16.900 1397 1401 1406 rBV 15211 19958 1.92% 0.213%
30 16.991 1406 1409 1416 rVB 14499 33959 3.26% 0.363%
31 17.220 1426 1429 1431 rBV 32674 53509 5.14% 0.572%
32 17.300 1434 1436 1439 rVB 12185 15160 1.46% 0.162%
33 17.357 1439 1441 1444 rBV 12536 15042 1.45% 0.161%

34 17.426 1444 1447 1454 rVvV 282582 341674 32.84% 3.652%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078383.D

Aca On : 10 Apr 2015 4:57

Operator : TP/1Z

Sample : G1782-26

Misc :

ALS Vial : 24 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.986 1493 1496 1498 rBV2 16360 23003 2.21% 0.246%
36 18.031 1498 1500 1504 rvv4 11241 26650 2.56% 0.285%
37 18.420 1531 1534 1541 rVB2 4841 14453 1.39% 0.155%
38 18.683 1554 1557 1558 rBV3 7854 12516 1.20% 0.134%
39 19.037 1586 1588 1593 rVB 8557 16841 1.62% 0.180%

Sum of corrected areas: 9354548
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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:\HPCHEM1I\BNA F\DATA\BF040915\

BF078383.D

10 Apor 2015  4:57

TP/1Z

G1782-26

24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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\BF040915\
Data File : BF078383.D

Aca On : 10 Apr 2015 4:57

Operator : TP/1Z

Sample : G1782-26

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

1.06 41_.90 ng 377364 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 15 (1.058 min): BF078383.D (-13) (-) m/z 73.10 100.00%
7B
43 S
5000
89
1.001.10 1.20 1.30 1.40 1.50
55
O 88 L m/z 43.05 53.79%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.001.10 1.20 1.30 1.40 1.50
a1 89 m/z 89.10 27 .40%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L LN UL S UL FURLEL L SR FURL AL S L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
33
1.001.10 1.20 1.30 1.40 1.50
5000 m/z 41.10 10.66%
27
59 74
e S S L S L S SIS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine
43 1.001.10 1.20 1.30 1.40 1.50
32 m/z 45.10 7.71%
58 89
5000 18
72
0"|""|"'2%|'"'|""|'53:"|""|""|""|'"'l
m/z--> 10 20 30 40 50 60 70 80 90 1.001.10 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078383.D

Aca On : 10 Apr 2015 4:57

Operator : TP/1Z

Sample : G1782-26

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.32 9.27 ng 83524 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 38 (1.321 min): BF078383.D (-35) (-) m/z 73.10 100.00%
7B
5000
43 55 87 S | —
1.00 1.20 1.40 1.60
S Y U S N S S —— m/z 43.05  33.90%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 55 1.00 1.20 1.40 1.60
07 87 m/z 87.10 26.76%
. (132 38| | 50 | 6267 101
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
S R SR
1.00 1.20 1.40 1.60
5000 59 m/z 55.10 24 _.26%
87
43
o 29 38 53 67 102
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #4342: Pentane, 3-methoxy- R L
73 1.00 1.20 1.40 1.60

m/z 71.10 11.15%

5000
45

29

3 50 °° 67 101

0..,...‘a‘,....,....,....,....,a...,....,....,....,. L e B EEE e e

al
| l
m/z--> 20 30 40 50 60 70 80 90 100 110 1.00 120 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078383.D

Aca On : 10 Apr 2015 4:57

Operator : TP/1Z

Sample : G1782-26

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7

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

4_.57 9.19 ng 82776 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2-Propanone. 1-(1-methvlethoxv)- 116 C6H1202 042781-12-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 322 (4.567 min): BF078383.D (-320) (-) m/z 43.10 100.00%
a3
59
5000
101 R R UL L
83 | 4.20 4.40 4.60 4.80 5.00
o L RSV | O m/z 59.10 55.75%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrryrTTryTT T T T T T

420 440 4.60 4.80 5.00
59 m/z 101.10 20.41%

101
0 21 37, 53 67 77 8 o1
e R ARAEamEa s
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
R
4.20 4.40 4.60 4.80 5.00
5000 m/z 58.10 17 .05%
5 55
o " a7 a9 65 71 77 83 %8
T e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7943: 2-Propanone, 1-(1-methylethoxy)- R
43 4.20 4.40 4.60 4.80 5.00
m/z 41.10 10.04%
5000
27 58 73
0 i 37‘M“ \ | 83 101 115
L B LB AmE MR e o R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 420 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078383.D

Aca On : 10 Apr 2015 4:57

Operator : TP/1Z

Sample : G1782-26

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.59 Concentration Rank 1

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

6.59 88.25 ng 794795 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 499 (6.590 min): BF078383.D (-497) (-) m/z 132.00 100.00%
5000

6.20 6.40 6.60 6.80 7.00

01 m/z 68.10 46 .41%
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 |||||||I|\|| [TrTr T rrrrrr
6.20 6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 31.07%
38
0 i N !
T R T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T P
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.44%
104
51 o, 96 77
0 14 27 37 44 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- s e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.37%
117
5000
39 91
51 65
SR N SIS SN RS | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078383.D

Aca On : 10 Apr 2015 4:57

Operator : TP/1Z

Sample : G1782-26

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heptadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.63 9.00 ng 158630 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 90
2 1-Tetracosanol 354 C24H500 000506-51-4 90
3 l17-Pentatriacontene 491 C35H70 006971-40-0 90
4 11-Tricosene 322 C23H46 052078-56-5 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 1290 (15.631 min): BF078383.D (-1287) (-) m/z 83.10 100.00%
57 83
5000 111 !?
l 1139 15.40 15.60 15.80 16.00
oAy m/z 57.10 90.67%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92320: 1-Heptadecanol
55
5000 LR UL SULRLS I
111 1540 15.60 15.80 16.00
29 m/z 55.10 90.49%
0 | \‘\ i ‘ h \‘ ‘\1?9 ‘168 210 238
m/z--> 0 50 250 300 350 400 450 '
Abundance
43
1540 15.60 15.80 16.00
5000 83 m/z 43.10 85.33%
18 111
o 140168196 238266 308336
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R
43 15.40 15.60 15.80 16.00
m/z 69.05 81.68%
5000 83
J 111
o \ | 139167196224 267292 321 462 490
LA IR WL I DL LR L L DL DAL R U DU BN
m/z-> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078383.D

Aca On : 10 Apr 2015 4:57

Operator : TP/1Z

Sample : G1782-26

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.22 3.13 ng 53509 Perylene-d12 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 1429 (17.220 min): BF078383.D (-1426) (-) m/z 57.10 100.00%
57
85
5000
113 149
l d i A 208 268 16.80 17.00 17.20 17.40 17.60
0 ....,..." e S R A o m/z 71.10 81.62%
miz--> 0 50 150 200 250 300 350 400
Abundance #99477: Nonadecane
57
5000 85
16.80 17.00 17.20 17.40 17.60
m/z 43.10 65.75%

29 113
0 \‘ A ‘ H\ Il u‘ J 141 169 197 225 268
e e T T T e T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57

16. 80 17. 00 17. 20 17. 40 17.60

5000 85 m/z 85.10 57.52%
29 113
o 141 169 197 225 253 281 311337 367 410435
o L it et SRt L B
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane ,A. R E AR mammy B

57 16.80 17.00 17.20 17.40 17.60
m/z 55.10 23.17%

- T NRMW/VMAAA~Vj\wvukﬁwdxfﬁ“\f
113

29) | || |77 241 169 197 225 253 295 366

o A R

m/z--> 0 50 100 150 200 250 300 350 400 16. 80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040915\
Data File : BF078383.D

Acq On = 10 Apr 2015 4:57

Operator : TP/1Z

Sample - G1782-26

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
Quant Title : 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]
Propane, 2,2-dime... 1.06 41.9 ng 377364 1 6.89 180120 20.0
Butane, 2-methoxy... 1.32 9.3 ng 83524 1 6.89 180120 20.0
2-Pentanone, 4-hy... 4_57 9.2 ng 82776 1 6.89 180120 20.0
unknown6 .59 6.59 88.3 ng 794795 1 6.89 180120 20.0
1-Heptadecanol 15.63 9.0 ng 158630 5 15.71 352472 20.0
Nonadecane 17.22 3.1 ng 53509 6 17.43 341674 20.0
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