LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087691.D

Aca On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample : H3344-03

Misc :

ALS Vial : 33 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-BF060416.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 1.770 15 16 21 rVB 268342 333668 8.13% 0.960%
2 1.907 26 28 46 rVB 2031566 3766299 91.78% 10.835%
3 2.136 46 48 68 rvB 94734 285467 6.96% 0.821%
4 3.827 192 196 199 rvB 272662 387426 9.44% 1.115%
5 5.039 300 302 306 rBV 121066 149654 3.65% 0.431%
6 5.313 324 326 329 rVB 56904 56808 1.38% 0.163%
7 5.450 335 338 340 rBVY 1739131 1732639 42.22% 4 .985%
8 5.690 355 359 361 rVB2 163020 239634 5.84% 0.689%
9 6.479 425 428 430 rBY 1170938 1124717 27.41% 3.236%
10 6.627 438 441 443 rBV 2479387 3084621 75.17% 8.874%
11 6.685 443 446 449 rVB 73845 84328 2.05% 0.243%

12 6.856 459 461 465 rVB 891307 770010 18.76% 2.215%
13 7.016 472 475 477 rBV 2835608 2874057 70.03% 8.268%
14 7.119 482 484 486 rBvV 551784 484995 11.82% 1.395%
15 7.428 507 511 513 rVB 2034248 2635626 64.22% 7.582%

16 7.896 548 552 553 rBV3 63490 100892 2.46% 0.290%

17 7.930 5563 555 559 rvB 45680 87567 2.13% 0.252%
18 8.148 571 574 577 rBv2 880317 1253379 30.54% 3.606%
19 8.296 585 587 591 rvB 45892 51676 1.26% 0.149%
20 8.673 619 620 624 rVB 30368 45611 1.11% 0.131%

21 8.959 642 645 647 rBvV 170737 191676 4.67% 0.551%
22 9.222 665 668 671 rvB 3250112 4103787 100.00% 11.806%
23 9.611 700 702 705 rBV 65875 71872 1.75% 0.207%
24 9.759 712 715 717 rBV 142280 147440 3.59% 0.424%
25 9.896 724 727 729 rBV 1263370 1161310 28.30% 3.341%

26 10.685 793 796 799 rBV 2247078 2481086 60.46% 7.138%

27 10.811 804 807 811 rVB 35325 42001 1.02% 0.121%
28 11.382 854 857 859 rBV 1024093 1204264 29.35% 3.465%
29 11.908 901 903 905 rBV 91581 96063 2.34% 0.276%
30 12.697 970 972 979 rBV 141222 169860 4.14% 0.489%
31 12.799 979 981 983 rVB 80360 83722 2.04% 0.241%
32 12.971 993 996 998 rBV 3312470 3527388 85.95% 10.148%
33 13.497 1040 1042 1044 rBV 48727 52707 1.28% 0.152%
34 13.897 1074 1077 1082 rBV2 22906 45458 1.11% 0.131%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087691.D

Aca On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample : H3344-03

Misc :

ALS Vial : 33 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.011 1084 1087 1089 rBV 1161039 1057771 25.78% 3.043%

36 15.440 1209 1212 1215 rBV 609073 774118 18.86% 2.227%

Sum of corrected areas: 34759597
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087691.D

Aca On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample : H3344-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO87691.D

3000000 7.02

2500000 6.63

191 7.43
5.45

2000000

1500000

1000000 6.86

1.77

500000
3.83

2.14 A 5.04 531 % 358

o —_————

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO87691.D

3000000

2500000
10.68

2000000

1500000
9.90

11.38
1000000 8.15

500000

8.96 .76 L_L 11.91 1230
79 |\ 830 867 | AJ 9.67 10.81 : A2) \47 13,50

e L e o e W WA S —-——"

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BFO87691.D

3000000

2500000

2000000

1500000
14.01
1000000

15.44
500000

13.9

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\BF060416\
Data File : BF087691.D

Aca On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample : H3344-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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

Peak Number 3 Propane, 1,1-dimethoxy- Concentration Rank 7

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

2.14 7.41 ng 285467 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 16
3 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 9
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI02 002568-30-1 9
5 Ethane, 2-chloro-1,1-dimethoxy- 124 C4HOCIO02 000097-97-2 9

Abundance Scan 48 (2.136 min): BF087691.D (-46) (-) m/z 75.10 100.00%
79.1
5000 45.1
A
1.80 2.00 2.20 2.40
ol ,....I,‘-':|..“?9,'°. s | WM/Zz 73.10  74.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
so00] 229 4s0 L UL L AL
1.80 2.00 2.20 2.40
m/z 45.10 40.99%
0 \Mw \J‘ 590 || 880 1030
mz-> 20 40 60 80 100 120 140 160 180
Abundance
73.0
1.80 200 220 240
5000 m/z 41.05 30.02%
45.0
29.0
e R 'égiq L '%0}30" L R DAL DAL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)- R R e N
73.0 1.80 2.00 2.20 2.40
m/z 47.00 19.82%
5000 450
27.0
0 L .. 580 | 890 107.0121.0135.0 179.0
m/z--> 20 40 60 80 100 120 140 160 180 180 2.00 220 240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087691.D

Aca On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample : H3344-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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

Peak Number 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.04 3.89 ng 149654 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 302 (5.039 min): BF087691.D (-300) (-) m/z 43.10 100.00%
431
59.1
5000
1011 AR AR N R
831 4.80 5.00 520 5.40
Obrrr el e m/z 59.10 53.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN LS UL LA LA
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 19.17%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540
5000 m/z 58.10 17.53%
101.0
| 150 310 580 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R mmame o
59.0 4.80 5.00 520 5.40
m/z 41.10 9.03%
5000 41.0
o T O =Y 1260 1420 \
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087691.D

Aca On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample : H3344-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.63 Concentration Rank 2

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

6.63 80.12 ng 3084620 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 441 (6.627 min): BF087691.D (-438) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 SRS RARNE SR RELRENA
401 541 J 6.20 6.40 6.60 6.80 7.00
Lt -|-|.'.8,1.1. Aguso g m/z 134.00 34.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS L AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 34 .22%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 21.87%
158.0 189.0
L B L L W W S L WAL
m/z--> 40 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R B B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.74%
5000 67.0
41.0 97.0
‘ 117.0
oL HS‘LO\HHF ....‘luu‘. N — A R m e
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF060416.M Mon Jun 06 14:23:17 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087691.D

Aca On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample : H3344-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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

Peak Number 8 Benzene, 1,2,3-trimethyl- Concentration Rank 12

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

6.68 2.19 ng 84328 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 64
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 60
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 60
4 Mesitvlene 120 C9H12 000108-67-8 60
5 2,4-Nonadiyne 120 C9H12 063621-15-8 60

Abundance Scan 446 (6.685 min): BF087691.D (-443) (- m/z 105.10 100.00%
105.1
5000 120.1
91.1
390 510 651 (0O |||| 6.40 6.60 6.80 7.00
PO G 1 O TN | m/z 120.10  46.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9414: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0
6.40 6.60 6.80 7.00
070 390 510 60 770 910 m/z 117 .05 24 _78%
0 \“\ \‘H A ‘\‘ “‘ LU \\“
RS IR I IR SUL IR S S UL SN S B B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105.0
640 660 680 7.00
5000 120.0 m/z 118.10 20.51%
14.0 28.0 39.0 51.0 65.0 77.0 91.0
e R S AN RS RRAS AN RARRS RARRA AR SRS SEARS RS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.10 18.88%
5000
120.0
77.0 91.0
150 270 8O S0 0 | b
mz-> 10 20 30 40 50 60 70 8 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087691.D

Aca On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample : H3344-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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

Peak Number 10 Indene Concentration Rank 4

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

7.12 12.60 ng 484995 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 3-Methvlphenvlacetvlene 116 CO9H8 000766-82-5 91
4 Benzene. 1l-ethvnvl-4-methvl- 116 C9H8 000766-97-2 91
5 2-Methylphenylacetylene 116 C9HS8 000766-47-2 91

Abundance Scan 484 (7.119 min): BF087691.D (-482) (- m/z 115.10 100.00%
1151
5000
@30 L, 81 o 7ho 720 740
39.0 50.0 74.0
Ol prrrrprrrrprr el et etttk el et o m/z 116.10  93.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8406: Indene
116.0
5000 "|""A?"'|""|""|
6.80 7.00 7.20 7.40
m/z 89.10 11.99%
0 270 390 500 %30 749 890 1l
mz> 1 3 a0 40 5 6 T oo 8 10 1o 130 10 1k
Abundance
115.0
'6.80 7.00 7.0 7.40
5000 m/z 63.00 11.81%
o 270 39.0 510 630 7209 890,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 \ A
Abundance #8415: 3—Methy|phenylacetylene LA L L L NN |

115.0 6.80 7.00 7.20 7.40
m/z 117.10 8.78%

5000

63.0 89.0
150 27.0 390 500 "7 740 VT 4919

L a e o L e

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\BF060416\
Data File : BF087691.D

Aca On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample : H3344-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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

Peak Number 12 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.21 ng 169860 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 20
Abundance Scan 972 (12.697 min): BF087691.D (-970) (-) m/z 43.05 100.00%
430 730
5000 1291
97.0
185.1 2412 UL N PR S
157.1 213.1 . 284.3 12.40 12.60 12.80 13.00
0 m/z 73.00 97.76%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 RS BARR ARR UR RO
12. 40 12.60 12.80 13.00
241.0 m/z 57.10 84 .89Y%
207.0 ’
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
1200 12,40 12.60 12.80 13.00
5000 m/z 60.00 84 .39Y%
43.0
101.0 172.0
O o e e
m/z--> 45 65 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance #107549: n-Hexadecanoic acid e P
60.0 12.40 12.60 12.80 13.00
m/z 55.05 75.34Y%
5000
157.0 1850 213.0 256.0
040 '
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
Data File : BF087691.D

Acq On > 5 Jun 2016 6:10

Operator : UM/SJ

Sample - H3344-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.M
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,l1-dime... 2.14 7.4 ng 285467 1 6.86 770010 20.0
2-Pentanone, 4-hy... 5.04 3.9 ng 149654 1 6.86 770010 20.0
unknown6 .63 6.63 80.1 ng 3084620 1 6.86 770010 20.0
Benzene, 1,2,3-tr... 6.68 2.2 ng 84328 1 6.86 770010 20.0
Indene 7.12 12.6 ng 484995 1 6.86 770010 20.0
Octadecanoic acid 12.70 3.2 ng 169860 5 14.01 1057770 20.0
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