LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084250.D

Aca On 4 Jan 2016 20:24 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22Ie - 64986-05 PJ-SB-110-1.5-2.0

ALS Vial : 20 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-BF123115.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 2.155 4 6 17 rVB3 86409 239899 3.96% 0.428%
2 5.081 260 262 269 rVB 1398884 1815785 29.95% 3.240%
3 5.504 296 299 301 rBVY 5827412 5661664 93.37% 10.103%
4 6.533 386 389 392 rBVY 5500530 5626170 92.79% 10.040%
5 6.659 397 400 403 rBVY 5556131 5715022 94.25% 10.198%

6.887 418 420 423 rBV 1917694 1599656 26.38% 2.854%
7.047 431 434 436 rBV 5486708 4796576 79.10% 8.559%
7.459 467 470 472 rBV 3929342 4435635 73.15% 7.915%
530 533 535 rBV 2326924 2180308 35.96% 3.891%
9.253 624 627 630 rBV 6482479 6063609 100.00% 10.820%

=
QOO ~NO®
(00]
=
\l
©

11 9.653 659 662 664 rBV 1389240 1263912 20.84% 2.255%
12 9.928 684 686 689 rvB 1919487 2194627 36.19% 3.916%
13 10.362 721 724 726 rBV 120376 134640 2.22% 0.240%
14 10.591 740 744 747 rBV 45794 96353 1.59% 0.172%
15 10.716 753 755 758 rBV2 3437399 3976252 65.58% 7.095%

16 10.842 763 766 772 rBV 151347 243577 4.02% 0.435%
17 11.288 802 805 806 rBvV 150033 131351 2.17% 0.234%
18 11.413 814 816 819 rBV 2354431 2062616 34.02% 3.681%
19 11.471 819 821 825 rVB 37620 63851 1.05% 0.114%
20 13.002 952 0955 957 rBV 5319538 4616823 76.14% 8.238%

21 13.482 995 997 1002 rBV2 30590 85544 1.41% 0.153%
22 13.905 1031 1034 1038 rBV2 121931 193011 3.18% 0.344%

23 14.054 1044 1047 1049 rBV 1273881 1465149 24.16% 2.614%
24 15.494 1170 1173 1175 rBV 979641 1377997 22.73% 2.459%

Sum of corrected areas: 56040027
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084250.D

Aca On 4 Jan 2016 20:24

Operator : UM/SJ

ﬁ?ggle i 64986-05 PJ-SB-110-1.5-2.0
ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084250.D

6000000 5.50

6.58.66 7.05

5000000

4000000 7.46

3000000

2000000 6.89

5.08
1000000

o .

5.00
TIC: BF084250.D

5.50

———
Time-->
Abundance

6000000
13.00

5000000

4000000
10.72

3000000
11.41

2000000 9.93

9.65

A 10’\.361@ 10.84 11.2 47 13.48

10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
TIC: BF084250.D

1000000

0
Time--> 8.00
Abundance

8.50

9.50

9.00

6000000
5000000
4000000
3000000

2000000

14.05 15.49

13.91] “

14.00 14.50 15.00 15.50

1000000

0
Time-->

16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084250.D

Aca On 4 Jan 2016 20:24

Operator : UM/SJ

ﬁ?ggle i G4986-05 PJ-SB-110-1.5-2.0
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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, 1,1-dimethoxy- Concentration Rank 4

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

2.16 3.00 ng 239899 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
3 2-Propanol. 1.3-dimethoxv- 120 C5H1203 000623-69-8 10
4 Ethanol. 2-methoxv- 76 C3H802 000109-86-4 9
5 Formic acid, l-methylethyl ester 88 C4H802 000625-55-8 9

Abundance Scan 6 (2.155 min): BF084250.D (-4) (-) m/z 75.10 100.00%
75
5000 ® S
39 ‘ 50 57 2.20 2.30 2.40 2.50 2.60
el LU0 A 8Ses 105 77 73,10 75.01%
m/z--> 20 30 40 50 60 70 8 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 R U U LA UL U
2.20 2.30 2.40 2.50 2.60
m/z 45.10 51.94%
‘“ il el 87 103
I i s'o &0 70 8 90 100 110
Abundance
73
220 230 2.40 2.50 2.60
5000 m/z 41.10 41.17%
45
29
39 || 509 67 101
mz> 20 30 40 50 60 70 8 90 100 110
Abundance #8970: 2-Propanol, 1,3-dimethoxy- T e R
45 2.20 2.30 2.40 2.50 2.60
m/z 47.05 28.79%
5000
29 75
PR ‘ 53 59 70, 88 102
m/z--> 20 3'0 4'0 5'0 60 70 8 9 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084250.D

Aca On 4 Jan 2016 20:24

Operator : UM/SJ

ﬁ?ggle i G4986-05 PJ-SB-110-1.5-2.0
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 22.70 ng 1815790 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 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 262 (5.081 min): BF084250.D (-260) (-) m/z 43.10 100.00%
43
59
5000
10t 480 500 520 540
SR 1 <P - £ . NN NN S (o 7=~ 1) =1 £
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 16.97%
15 31 101
25 7 37, 53 83
miz--> 10 2 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 13.84%
a1 101
15 31 53 69 83
miz--> 10 2 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- EmmmE e R REAR
509 4.80 5.00 5.20 5.40
m/z 41.05 9.20%
5000 41
31
| LT
'"I'%g'l"'hl"'ﬂiﬁ"'Iéﬁﬂ'i"'ﬂi""I""I'”gﬁ""l""l SRR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084250.D

Aca On 4 Jan 2016 20:24

Operator : UM/SJ

ﬁ?ggle i G4986-05 PJ-SB-110-1.5-2.0
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.66 Concentration Rank 1

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

6.66 71.45 ng 5715020 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 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 400 (6.659 min): BF084250.D (-397) (-) m/z 132.00 100.00%
5000 68
‘ 75 % 04 640 660 6.80 7.00
..,....,....,...:,“.'.‘.‘? i SRl 8T L S| Tm/z 68.10 48.17%
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 I IR UL L
6.40 6.60 6.80 7.00
78 m/z 134.00 33.27%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 31.86%
104
T LT A, 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e T B a e i S
132 6.40 6.60 6.80 7.00
m/z 69.10 20.74%
5000
15 28 39 %2 6? 77 90 104 44
0 S S N N A A 640 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084250.D

Aca On 4 Jan 2016 20:24

Operator : UM/SJ

ﬁ?ggle i G4986-05 PJ-SB-110-1.5-2.0
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 5 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.84 2.36 ng 243577 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86
Abundance Scan 766 (10.842 min): BF084250.D (-763) (-) m/z 57.10 100.00%
g7
5000 85
113 10.60 10.80 11.00 11.20
...J,'i-' LMo e | | m/Z 43.05 65.11%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 LI SRR BN UL SO
85 10,60 10.80 11.00 11.20
m/z 71.05 61.72%
290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
1060 10.80 11.00 11.20 _
5000 85 m/z 85.10 41.50%
29
13 141 169 197 225 254
m/z--> 50 100 150 200 250 300 350
Abundance #86886: 2-Bromo dodecane e e
57 10.60 10.80 11.00 11.20
m/z 41.10 28.91%
5000 85
29 } 113 169
A LT e s e e
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084250.D

Aca On 4 Jan 2016 20:24

Operator : UM/SJ

ﬁ?ggle i G4986-05 PJ-SB-110-1.5-2.0
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.91 2.63 ng 193011 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 91
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
4 17-Pentatriacontene 491 C35H70 006971-40-0 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 1034 (13.905 min): BF084250.D (-1031) (-) m/z 57.10 100.00%
57
83
5000
140 160185 211231 1360 13.80 14.00 14.20
m/z 43.10 83.96%
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane
55
83
5000 USRS BRI B B
11 13.60 13.80 14.00 14.20
29 m/z 83.10 69 .48%
| \,\ i, 1)1 l\‘ qwo a2 20
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 1360 13.80 14.00 14.20
5000 m/z 55.10 65.22%
111
29
139 169 151210 28 5oog3
m/z--> 50 100 150 200 250 300 350
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester B EmEE B B
43 13.60 13.80 14.00 14.20
m/z 69.05 58.82%
69
5000 97
L\J‘ j | ' 150169 105 224 292
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\

Data File : BF084250.D

Acq On : 4 Jan 2016 20:24

Operator : UM/SJ

3?22'6 i 64986-05 PJ-SB-110-1.5-2.0
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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, 1,1-dime... 2.16 3.0 ng 239899 1 6.89 1599660 20.0
2-Pentanone, 4-hy... 5.08 22.7 ng 1815790 1 6.89 1599660 20.0
unknown6 .66 6.66 71.5 ng 5715020 1 6.89 1599660 20.0
Heptacosane 10.84 2.4 ng 243577 4 11.41 2062620 20.0
Cyclopentadecane 13.91 2.6 ng 193011 5 14.05 1465150 20.0
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