LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:-19 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 H3425-03 sme-amwolgsz
ALS Vial : 26 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-BF060716.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 1.724 10 12 19 rvv 313772 631668 22.12% 2.737%
2 1.850 21 23 52 rvB 937560 2103463 73.67% 9.113%
3 4.947 291 294 297 rBV 387940 458878 16.07% 1.988%
4 5.027 299 301 304 rVB 106571 151161 5.29% 0.655%
5 5.336 326 328 329 rBV 49703 51163 1.79% 0.222%
6 5.382 329 332 334 rVB 980304 1206188 42.25% 5.226%
7 6.410 420 422 425 rVvV 634415 712980 24.97% 3.089%
8 6.547 431 434 436 rBV 1972642 1794918 62.87% 7.777%
9 6.604 436 439 441 rVB 160599 133087 4 .66% 0.577%
10 6.776 452 454 457 rBV 504884 513893 18.00% 2.226%
11 6.833 457 459 461 rvv2 33845 42347 1.48% 0.183%
12 6.936 466 468 471 rBV 1915082 1726010 60.45% 7.478%
13 7.107 481 483 487 rVB 33065 36496 1.28% 0.158%
14 7.347 501 504 506 rBY 1431161 1470112 51.49% 6.369%
15 7.439 510 512 514 rBV 26556 38059 1.33% 0.165%
16 7.587 523 525 528 rVB2 32454 44297 1.55% 0.192%
17 7.725 536 537 542 rVB3 17113 36354 1.27% 0.158%
18 7.805 542 544 546 rBV2 79482 88209 3.09% 0.382%
19 8.068 564 567 571 rBV2 838016 937545 32.84% 4.062%
20 8.388 589 595 596 rBv4 25370 85435 2.99% 0.370%

21 8.433 596 599 603 rvv3 74587 169217 5.93% 0.733%
22 8.536 603 608 610 rvv3 69420 137310 4.81% 0.595%

23 8.570 610 611 616 rvv2 35097 84506 2.96% 0.366%
24 8.650 616 618 622 rVvv3 36216 59124 2.07% 0.256%
25 8.776 626 629 631 rVvB2 32676 57630 2.02% 0.250%
26 8.879 635 638 640 rBvV 73692 70157 2.46% 0.304%
27 9.153 659 662 664 rVB 2646395 2855062 100.00% 12.370%
28 9.348 676 679 682 rVB 17232 29480 1.03% 0.128%
29 9.405 682 684 686 rBvV 46441 64675 2.27% 0.280%
30 9.485 689 691 692 rvv 94981 101308 3.55% 0.439%
31 9.508 692 693 695 rvv 56952 48584 1.70% 0.210%
32 9.599 699 701 706 rVvB 39018 47379 1.66% 0.205%
33 9.828 718 721 722 rBV 631025 744669 26.08% 3.226%
34 10.022 736 738 740 rvVv 31870 35776 1.25% 0.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:-19 Instrument :
Operator : UM/SJ gmgigamlem'
3?22 le H3425-03 SPlG-JMWOg82
ALS Vial : 26 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.068 740 742 744 rVvVv2 35619 36241 1.27% 0.157%
36 10.205 752 754 756 rBV 167841 171438 6.00% 0.743%
37 10.251 756 758 760 rVB3 45906 60944 2.13% 0.264%
38 10.342 764 766 770 rVvB2 28751 42415 1.49% 0.184%
39 10.433 772 774 775 rBV 32162 29619 1.04% 0.128%
40 10.456 775 776 781 rVB4 20577 32422 1.14% 0.140%

41 10.616 787 790 792 rBV 1117403 1403275 49.15% 6.080%
42 10.731 796 800 804 rvB2 14339 28558 1.00% 0.124%
43 11.302 848 850 853 rBvV 710258 646553 22.65% 2.801%
44 12.719 972 974 977 rBV 220296 182500 6.39% 0.791%
45 12.777 977 979 983 rBV 103712 130478 4._.57% 0.565%

46 12.891 986 989 992 rBV 2017142 2087746 73.12% 9.045%
47 13.428 1033 1036 1037 rBVY 120326 125688 4._.40% 0.545%

48 13.474 1037 1040 1043 rVB3 24112 48238 1.69% 0.209%
49 13.794 1066 1068 1075 rBV 27140 48449 1.70% 0.210%
50 13.931 1078 1080 1082 rBvV 462999 598455 20.96% 2.593%
51 14.114 1094 1096 1098 rVB 37315 30527 1.07% 0.132%
52 14.708 1146 1148 1150 rVB 25718 34614 1.21% 0.150%
53 15.028 1174 1176 1179 rBvV 30616 33861 1.19% 0.147%
54 15.348 1201 1204 1206 rBvV 319233 444106 15.56% 1.924%
55 15.383 1206 1207 1212 rVB 28971 29526 1.03% 0.128%
56 15.783 1239 1242 1247 rVB 19320 30966 1.08% 0.134%
57 16.251 1279 1283 1289 rVB3 15087 37035 1.30% 0.160%
Sum of corrected areas: 23080794
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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\BF061416\

BF088025.D

15 Jun 2016 4:19

UM/SsJ

H3425-03

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.95 17.86 ng 458878 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
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 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 294 (4.947 min): BF088025.D (-291) (-) m/z 43.05 100.00%
43
59
5000
101 SSDSRENN | W
460 4.80 5.00 5.20
83
o...,....,....,....-,'::..‘??.':I,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 64.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 58 460 4.80 500 520
m/z 101.10 23.77%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 4.80 500 520
5000 m/z 58.10 17.40%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e REmEEmEE S
59 460 4.80 5.00 5.20
m/z 41.10 9.00%
5000 41
68
0 \H\‘ 50 \‘m 1?6 142 JA
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.55 Concentration Rank 2

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

6.55 69.86 ng 1794920 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 434 (6.547 min): BF088025.D (-431) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 % 620 6.40 6.60 680
54 104 : . . .
Ot d8 S 2L D e | R ms W w/z 68.10  40.45%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS R SN
6.20 6.40 6.60 6.80
78 m/z 134.00 33.13%
31 38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 25.90%
33 44 g7 105
51 60 70 78 g 115
Ol T T T T T T T T e T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R B R A
132 6.20 6.40 6.60 6.80
m/z 69.10 16.50%
97
5000
70
31
R . A ST T
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 Benzene, 1,2,3-trimethyl- Concentration Rank 8

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

6.60 5.18 ng 133087 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 439 (6.604 min): BF088025.D (-436) (-) m/z 105.10 100.00%
105
5000 120
39 51 55 65 7 91 | 6.20 6.40 6.60 6.80 7.00
Y N ¥ 1 AN SU NN NS m/z 120.10 A45.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 A
5000 ISR RS S
6.20 6.40 6.60 6.80 7.00
7 m/z 119.10 12.31%
o 15 2 39 Slsges T Sleg |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 6.20 6.40 6.60 6.80 7.00
5000 m/z 77.10 11.01%
ol 15 27 39 51 58 65 ' g4 9 og
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105 6.20 6.40 6.60 6.80 7.00
m/z 91.10 9.47%
120
5000
77
o 15 21 39 Sleses g Tes | |,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown8.43 Concentration Rank 12

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

8.43 3.61 ng 169217 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanebutanoic acid 170 C10H1802 004441-63-8 35
2 Cvclobutanecarboxvlic acid. prop... 142 C8H1402 1000280-40-0 22
3 3-Methvl-hexanoic acid 130 C7H1402 1000365-65-4 14
4 Propanal. 2-propenvlhvdrazone 112 C6H12N2 019031-78-8 11
5 5-Oxa-6-azaspiro[3.4]oct-6-ene 111 C6HONO 1000362-18-0 11

Abundance Scan 599 (8.433 min): BF088025.D (-596) (-) m/z 55.05 100.00%
71 83
5000
8.00 8.0 840 8.60 8.80
o} m/z 57.10 93.84Y%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37933: Cyclohexanebutanoic acid
55
83
5000 41 IR SR S R L
69 111 8.00 8.20 8.40 8.60 8.80
m/z 83.10 91.25%
27 “‘ ‘ 97
o) :.L8| ; ‘l‘. I‘i\‘l\ : .M‘ I" l“.‘.“iHl ‘.“l”‘l‘ - \IH .::-2.3. T }?% I .1.7.0. I
m/z--> 20 40 60 80 100 120 140 160
Abundance
55
101 ISR SR RS R L
83 8.00 8.20 8.40 8.60 8.80
5000 27 m/z 71.10 88.99%
43 73
113
L L L UL WU UL S
m/z--> 20 40 60 80 100 120 140 160
Abundance #13424: 3-Methyl-hexanoic acid
60 8.00 8.20 8.40 8.60 8.80
m/z 60.00 82.16%
43
5000
o ‘ ‘\ M\ 101 115 129 A
m/z--> 2'0 ' 60 I0 1(')0 12'0 14'10 1('30 ' 800 8. 20 840 8.60 8|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 9 unknown8.54 Concentration Rank 13

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

8.54 2.93 ng 137310 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 42
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 38
3 1H-Indene. 2.3-dihydro-1.2-dimet... 146 C11H14 017057-82-8 38
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 38
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 30

Abundance Scan 608 (8.536 min): BF088025.D (-603) (-) m/z 131.10 100.00%

43 73 131
55 112
5000 146
102

Wl |h.|\| bl e
RRRMMNSNESN—— 1| [ANMAR /1 ANNTL WA ah I 1| A— m/z 43.10 89.05%

0 -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131
91
5000 146 LI BRI LI L LN R L |
8.20 8.40 8.60 8.80
0
77 0z 115 m/z 73.05 87.03%
s \ e e
N N S 111 W e PR 1] N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131 ~“
146 e e e  EEEEE
8.20 8.40 8.60 8.80
5000 91 m/z 112.10 58.07%
39 51 65 77 105 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 i /\
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- ey L0 AL EIL M,

131 8.20 8.40 8.60 8.80
m/z 55.05 54 .92%

5000
146

91

115
39
i ?ﬁ Gﬁ 77 103 M ‘W L

Obrrrrrrr el et et et e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Naphthalene, 2,3-dimethyl- Concentration Rank 14

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

9.48 2.72 ng 101308 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 691 (9.485 min): BF088025.D (-689) (-) m/z 156.10 100.00%

5000

9.20 9.40 9.60 9.80

(o} m/z 141.10 88.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28485: Naphthalene, 2,3-dimethyl-
156
141
5000
9.20 9.40 9.60 9.80
15 g m/z 155.10 28 .58%
PN A .20 Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156
141
9.20 9.40 9.60 9.80
5000 m/z 115.05 18.47%

115
15 27 39 51 63 77 gg 1o 128

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #28472: Naphthalene, 2,6-dimethyl-
156 9.20 9.40 9.60 9.80

141 m/z 128.00 15.95%
5000
51 77 115 128
BN el O N0 W Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 11 Diethyltoluamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.20 4.60 ng 171438 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 95
2 Benzamide. N.N.3-trimethvl- 163 C10H13NO 006935-65-5 59
3 p-Toluic acid. 3-chloroprop-2-en... 210 C11H11CIl02 1000292-51-0 53
4 m-Toluic acid. 4-cvanophenvl ester 237 C15H11NO2 1000307-56-9 53
5 Benzoic acid, 4-methyl-, phenyl ... 212 C14H1202 001900-85-2 53
Abundance Scan 754 (10.205 min): BF088025.D (-752) (-) m/z 119.00 100.00%
119
5000 o1
190
65 N e 0o 1040 10 60
9.80 10.00 10.20 10.40 10.60
39 162
O ok, WL T 105 ) ws 12 | Tm/z 91.10  37.52%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53785: Diethyltoluamide
119
5000 91 190

9.80 10.00 10.20 10.40 10.60
m/z 190.10 28.51%

65
oL 2939 51 | 77 | 105 || 133 148 162 176
L B o e LA s o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
e
9.80 10.00 10.20 10.40 10.60
5000 o1 162 m/z 65.00 13.80%
0 39 51 65 80 105 148
B s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68961: p-Toluic acid, 3-chloroprop-2-enyl ester
119 9.80 10.00 10.20 10.40 10.60
m/z 191.10 9.48%
5000
91 175
oL 27 ¥ s1 6575 | 105 | 136147 165 | 210 .
e e B e e e e o S e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.72 6.10 ng 182500 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 42
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 27

Abundance Scan 974 (12.719 min): BF088025.D (-972) (-) m/z 56.10 100.00%
56
5000
I 129
257 R e s
3 T 157 185 213 230 12.40 12.60 12.80 13.00
Obrr vl m/z 57.10 56.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
12.40 12.60 12.80 13.00
29 257 m/z 43.10 38.37%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
12.40 12,60 12,80 13.00
5000 m/z 41.05 36.06%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57 12.40 12.60 12.80 13.00
m/z 55.10 31.22%
5000 4
239 957
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 ' 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 13 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.78 4.36 ng 130478 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 58
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 50
5 1,4-Naphthalenedione, 2-(1-buten... 228 C14H1203 029366-43-6 47
Abundance Scan 979 (12.777 min): BF088025.D (-977) (-) m/z 213.10 100.00%
213
5000
5 1 9 7| 28 e 1260 1500
43 107 | 135 165 197 : : : :
ol il gl L 200 2P 192190 183197 || 4/7 119.00  21.31%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LU U SUNLE
1240 12.60 12.80 13.00
119 228 m/z 214.10 16.04%
o 51 §5 77 %1 107 135 152 165
mz-> 20 40 60 85 160 150 150 160 180 200 250
Abundance
213
12.40 12,60 12.80 13.00
5000 m/z 228.10 15.92%

185 228

28 39 51 69 92103114 128 149 157 171 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl- RMRMSESS F S S
213 12.40 12.60 12.80 13.00

m/z 91.10 10.50%

5000

185 228

51 63 77 gg101 128 | 100 |

Ol et e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\

Data File : BF088025.D

Aca On - 15 Jun 2016 4:19

Operator : UM/SJ

ﬁ?ggle i H3425-03 SP16-JMW0882
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 14 Octadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.43 4.20 ng 125688 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 80
3 Butvl mvristate 284 C18H3602 000110-36-1 50
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 32

Abundance Scan 1036 (13.428 min): BF088025.D (-1033) (-) m/z 56.10 100.00%
56
5000
129 285 L.
97 267 L S AL I
3H || " 157 188 241 240 13.20 13.40 13.60 13.80
ob b i m/z 57.10 61.35%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 %rﬂﬁ;"‘l\\rﬁ?
285 340 13.20 13.40 13.60 13.80
73 . 267 m/z 43.05 39.63%
97 241
ol— |3\| I \M \N .‘N‘. \\hll A ‘h. ‘. |‘1|53| . .‘. |2|13| " .‘ — ‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
57
" 13120 13140 13.60 13.80
5000 m/z 73.00 33.83%
29 267285
83
o 1'% o 185 515 2m 310 340
m/z--> o 'éol ' "160' B '1éo' ' "260' B '250' B '360" B
Abundance #131257: Butyl myristate
56 13.20 13.40 13.60 13.80
m/z 41.05 32.56%
5000 229
73 101 129 211 284
0...3‘.|M‘L“‘.““.‘“l\.““. ‘. .‘15.7.‘.‘.|.“.‘. .‘25.5..‘.|....| L s = = e
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
Data File : BF088025.D

Acq On 15 Jun 2016 4:19

Operator : UM/SJ

Sample - H3425-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
2-Pentanone, 4-hy... 4.95 17.9 ng 458878 1 6.78 513893 20.0
unknown6 .55 6.55 69.9 ng 1794920 1 6.78 513893 20.0
Benzene, 1,2,3-tr... 6.60 5.2 ng 133087 1 6.78 513893 20.0
unknown8 .43 8.43 3.6 ng 169217 2 8.07 937545 20.0
unknown8 .54 8.54 2.9 ng 137310 2 8.07 937545 20.0
Naphthalene, 2,3-... 9.48 2.7 ng 101308 3 9.83 744669 20.0
Diethyltoluamide 10.20 4.6 ng 171438 3 9.83 744669 20.0
Hexadecanoic acid... 12.72 6.1 ng 182500 5 13.94 598455 20.0
Phenol, 4,4"-(1-m... 12.78 4.4 ng 130478 5 13.94 598455 20.0
Octadecanoic acid... 13.43 4.2 ng 125688 5 13.94 598455 20.0
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