LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\

Data File : BF089750.D

Aca On : 17 Aug 2016 8:01 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H4429-02 LOCATION-7A-9-11

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
Title
Signal > TIC
peak R.T. first max last PK
# min scan scan scan TY
1 1.667 5 7 16 rvv
2 1.792 16 18 28 rvv
3 1.930 28 30 65 rvB
4 4.856 283 286 295 rBvV
5 5.290 321 324 326 rVB
6 5.850 371 373 375 rBvV
7 6.159 397 400 402 rvB
8 6.341 412 416 418 rVB
9 6.467 424 427 429 rBY
10 6.696 445 447 449 rBY
11 6.856 458 461 462 rBVY
12 6.879 462 463 466 rvv
13 7.267 493 497 499 rBvY
14 7.724 534 537 539 rBV2
15 7.987 557 560 562 rBvY
16 9.073 651 655 657 rBv
17 9.462 686 689 691 rBvY
18 9.736 710 713 715 rBvVY
19 10.525 778 782 784 rBV
20 10.662 792 794 800 rvB
21 11.210 839 842 845 rBvVY
22 11.759 888 890 902 rBV3
23 12.548 957 959 965 rBvY
24 12.811 978 982 984 rBvVY
25 13.748 1062 1064 1070 rVB
26 13.874 1073 1075 1078 rBvV
27 15.371 1202 1206 1208 rBvV

Sum of corrected areas:

8270-BF081616.M Wed Aug 17 17:24:

peak
heiaht
2671964
12521176
1029282
2331162
12657458

216604
754640
10458083
14233951

5570677

13019412
1016077
8907850
447130
6123450

11890433
4467424
8557437
8458164
381370

8403892
678797
242820

12240144
288651

6149762
4131293

33 2016

corr.

area
4529639
26574944
5757002
3443145
15895520

287699
974491
15932825
15744843

4772559

11971202
840235
11204329
483049
6912769

18013660
3813232
7780160
11470005
472973

7456372

1075075
325084

16149639
456212

7142887
5995144

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
17.04%
100.00%
21.66%
12.96%
59.81%

1.08%
3.67%
59.95%
59.25%
17.96%

45_05%

3.16%
42_.16%

1.82%
26.01%

67.78%
14 .35%
29.28%
43.16%

1.78%

28.06%
4._05%
1.22%
60.77%
1.72%

26 .88%
22 .56%

205474694

% of

total

2.204%
12.933%
2.802%
1.676%
7.736%

0.140%

0.474%
7.754%
7.663%

2.323%

5.826%
0.409%
5.453%
0.235%
3.364%

8.767%
1.856%
3.786%
5.582%
0.230%

3.629%
0.523%
0.158%
7.860%
0.222%

3.476%
2.918%
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF081616\

BF089750.D

17 Aug 2016 8:01

UM/SJ

H4429-02 LOCATION-7A-9-11
24 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

1le+07
8000000
6000000

4000000
1.67)

\

2000000

1.79

TIC: BF089750.D

47

599 6.86

6.34

7.27

6.70

4.86

.93

0

Time-->

T
2.00

2.50

3.00

3.50

T T
4.00 4.50 5.00

Abundance
1.4e+07

1.2e+07

1le+07
8000000
6000000
4000000

2000000

(o] SIS

TIC: BF089750.D

9.07 12.81

9.74 10.52 11.21

7.99

11.76 12.55

Time-->

9.50

10.00 10.50 11.00

11.50 12.00

12.50 13.00

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000
13.7

0

TIC: BF089750.D

13.87

15.37

Time-->

14.00 14.50 15.00 15.50

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\BF081616\

Data File : BF089750.D

Aca On : 17 Aug 2016 8:01

Operator : UM/SJ

ﬁ?ggle i H4429-02 LOCATION-7A-9-11
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

1.93 24.13 ng 5757000 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 72
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 36
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 10
4 2.2"-Bi-1.3-dioxolane 146 C6H1004 006705-89-1 9
5 tert-Butyldimethylsilanol 132 C6H160Si 018173-64-3 9

Abundance Scan 30 (1.930 min): BF089750.D (-28) (-) m/z 75.00 100.00%
75
5000 45
U S L R
39 || 57 | 103 1.80 2.00 220
-~ et e e e m/z 73.00 71.01%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 I S S
1.80 2.00 220
m/z 45.05 36 .95%

3
M % > 69 | 87 103
O T T T T T e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
75

1.80 2.00 2.20

5000 m/z 41.05 24 _.74%
31 45
15
59 105

o) NSNS SIS AR NN FNSMMMUBSM NN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #719: Thiocyanic acid, methy! ester A A o

73 1.80 2. OO 2.20

m/z 47.00 10.99%

45
15
5000
26 82 58
2 M‘ 39 ‘ ‘51 64 ||,

0...“..w..”,.dl,”..“..w..”,.”.,”..“..w..”,.”.,” — T

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\

Data File : BF089750.D

Aca On : 17 Aug 2016 8:01

Operator : UM/SJ

ﬁ?ggle i H4429-02 LOCATION-7A-9-11
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._86 14.43 ng 3443150 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 286 (4.856 min): BF089750.D (-283) (-) m/z 43.00 100.00%
43
59
5000
T Tk 480 5o 550
83 : : : -
0....,....',':..-!|,..7.1.,'....-,|....,....,....,....,....,.2(.)5?. m/z 59.10 56.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 4.80 500 520
m/z 101.00 21.06%
15 4 101
83
0 el . !
U UL SULELL SRS S SO UL S UL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 4.80 500 520
5000 M m/z 58.00 17.61%
o 73 126 142
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy- e
59 4.60 4.80 5.00 5.20
31 m/z 41.05 8.67%
5000
3 73
0% '}?l""%"" - |?7"ﬁ0?"'|" U SR S B B IR SUARES R R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\

Data File : BF089750.D

Aca On : 17 Aug 2016 8:01

Operator : UM/SJ

ﬁ?ggle i H4429-02 LOCATION-7A-9-11
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, propyl- Concentration Rank 7

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

6.16 4.08 ng 974491 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 74
3 n-Butvlbenzvlamine 163 C11H17N 002403-22-7 72
4 Propanenitrile. 3-TI'(phenvimethvl... 160 C10H12N2 000706-03-6 72
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 64

Abundance Scan 400 (6.159 min): BF089750.D (-397) (-) m/z 91.00 100.00%
o
5000
120
e
65 5.80 6.00 6.20 6.40
39 105
) S PR IS Wi N 0] A m/z 120.10 27.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91
5000
5.80 6.00 6.20 6.40
120 m/z 92.00 9.71%
0 15 3\9 ) 6\5 i ‘ 195
miz> 20 40 60 80 100 150 140 160 180 200 230 240 280 280
Abundance
91 120
580 600 620 640
5000 m/z 65.00 9.34%
65
0 51 105 134 165181 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32893: n-Butyloenzylamine R e
il 5.80 6.00 6.20 6.40
m/z 78.00 5.50%
5000 120
65
AR O B =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.80 6.00 6.20 6.40

8270-BF081616.-M Wed Aug 17 17:24:37 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089750.D

Aca On 17 Aug 2016 8:01

Operator : UM/SJ

Sample : H4429-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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

LOCATION-7A-9-11

Peak Number 6 unknown6.47 Concentration Rank 2

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

6.47 65.98 ng 15744800 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 427 (6.467 min): BF089750.D (-424) (-) m/z 132.00 100.00%
5000 68
% 620 640 6.60 6.80
40 54 : : : :
o [ L Aeus | m/z 68.10 39.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S SRR SRR U
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 37.39%
| P |
ol ol e a0 |
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80
5000 gg 116 m/z 66.10 25.27%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine A
132 6.20 6.40 6.60 6.80
m/z 69.10 16.04%
97
5000
70
31
0 4\4 L 6‘(\) ! | 8§ \106116 !
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\

Data File : BF089750.D

Aca On : 17 Aug 2016 8:01

Operator : UM/SJ

ﬁ?ggle i H4429-02 LOCATION-7A-9-11
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Indane Concentration Rank 8

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

6.88 3.52 ng 840235 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 87
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 59
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 58
5 Benzene, 1,1"-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 53

Abundance Scan 463 (6.879 min): BF089750.D (-462) (-) m/z 117.05 100.00%
117

5000
M

B 51 63 o T 103 | '6.60 6.80 7.00 7.20

o...,....,....,....,....',....i'...'.,:'.'..7,0...~.,?ﬁ4..',|....,.-...,..!.',...., m/z 118.05 57.46%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #8949: Indane

A
LI L L L L N B L

6.60 6.80 7.00 7.20
m/z 115.00 18.81%

5000

04
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
R N REREEma s
6.60 6.80 7.00 7.20
5000 o1 m/z 91.00 16.63%
39
27 51 58 65 78 103

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8955: Benzene, 2-propenyl-

6.60 6.80 7.00 7.20
m/z 63.00 7.65%

5000

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\

Data File : BF089750.D

Aca On : 17 Aug 2016 8:01

Operator : UM/SJ

ﬁ?ggle i H4429-02 LOCATION-7A-9-11
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.76 2.88 ng 1075080 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Dodecanoic acid 200 C12H2402 000143-07-7 68
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 35
Abundance Scan 890 (11.759 min): BF089750.D (-888) (-) m/z 73.00 100.00%
43 g0 73
5000 J\\‘
129
8 115 157171 213 1140 11.60 11.80 12.00
143 185 . . . .
o 199 27 26 m/z 43.10 88.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 U AR DU BN R
11.40 11.60 11.80 12.00
m/z 60.00 84.87%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1140 11.60 11.80 12.00
5000 - 129 m/z 41.05 73 .59%
87 15 oh 214
101 143157 | 185
O A R L R BEARNSEEESE
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid B BB RAEEE RS
43 60 73 11.40 11.60 11.80 12.00
m/z 57.10 71.39%
5000 129
29
199
L4u 143157171185 242
oL 15
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081616\

Data File : BF089750.D

Acg On : 17 Aug 2016 8:01

Operator : UM/SJ

3?22'6 i H4429-02 LOCATION-7A-9-11
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616.M
Quant Title : 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]
Propane, 1,1-dime... 1.93 24_.1 ng 5757000 1 6.70 4772560 20.0
2-Pentanone, 4-hy... 4._.86 14.4 ng 3443150 1 6.70 4772560 20.0
Benzene, propyl- 6.16 4.1 ng 974491 1 6.70 4772560 20.0
unknown6 .47 6.47 66.0 ng 15744800 1 6.70 4772560 20.0
Indane 6.88 3.5 ng 840235 1 6.70 4772560 20.0
n-Hexadecanoic acid 11.76 2.9 ng 1075080 4 11.21 7456370 20.0
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