LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 1.667 6 7 15 rvv 77217 123978 5.53% 0.671%
2 1.781 15 17 39 rvB 895825 1531474 68.35% 8.292%
3 2.810 104 107 114 rVB 18388 35472 1.58% 0.192%
4 4.833 282 284 289 rBV 47881 61495 2.74% 0.333%
5 4.970 293 296 301 rvv 16322 37701 1.68% 0.204%
6 5.096 301 307 314 rVB 13547 37374 1.67% 0.202%
7 5.279 321 323 326 rBVY 1043744 1021018 45.57% 5.528%
8 6.193 400 403 414 rBVS5 10274 52031 2.32% 0.282%
9 6.341 414 416 424 rBV 657018 755731 33.73% 4.092%
10 6.456 424 426 429 rBVY 1830887 1695423 75.67% 9.179%%
11 6.536 431 433 440 rVB 21569 48411 2.16% 0.262%

12 6.684 443 446 448 rBvY 617023 523711 23.37% 2.835%
13 6.844 457 460 462 rVB 1648239 1841907 82.21% 9.972%
14 7.107 479 483 484 rBV2 12315 23452 1.05% 0.127%
15 7.164 484 488 493 rVv2 55954 135472 6.05% 0.733%

16 7.256 493 496 498 rVV 1357932 1423099 63.52% 7.705%

17 7.359 501 505 507 rvv2 26815 65604 2.93% 0.355%
18 7.450 507 513 516 rvVv 83113 205580 9.18% 1.113%
19 7.507 516 518 520 rvVv 50727 97072 4_.33% 0.526%
20 7.542 520 521 523 rvVv 45764 48042 2.14% 0.260%
21 7.576 523 524 528 rVB 20762 34765 1.55% 0.188%
22 7.965 556 558 561 rBvV 493319 616934 27.53% 3.340%
23 8.102 566 570 576 rBv2 15699 35202 1.57% 0.191%
24 8.250 581 583 588 rvB4 24387 27962 1.25% 0.151%
25 8.353 588 592 594 rBv4 10032 28489 1.27% 0.154%
26 8.410 594 597 606 rVB6 15773 54686 2.44% 0.296%
27 8.707 621 623 626 rBvV 17615 33623 1.50% 0.182%
28 8.787 626 630 636 rvB 14575 46890 2.09% 0.254%
29 9.050 650 653 655 rBV 2452423 2240565 100.00% 12.131%
30 9.176 661 664 666 rvB2 19138 24535 1.10% 0.133%
31 9.450 685 688 689 rvB 25370 26807 1.20% 0.145%
32 9.645 702 705 706 rBV 97835 93902 4._.19% 0.508%
33 9.725 709 712 714 rVB 531888 608584 27.16% 3.295%
34 9.896 724 727 730 rBvV2 21888 34482 1.54% 0.187%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 10.113 743 746 749 rBV3 32220 59065 2.64% 0.320%
36 10.513 778 781 783 rBV 854320 1018260 45.45% 5.513%
37 10.570 785 786 790 rVB 20080 33003 1.47% 0.179%
38 10.628 790 791 795 rBV 65685 74736 3.34% 0.405%
39 11.096 829 832 834 rvB2 50551 59121 2.64% 0.320%
40 11.199 838 841 843 rBV 620992 520491 23.23% 2.818%
41 11.748 887 889 892 rBvV2 25150 46056 2.06% 0.249%
42 11.931 904 905 910 rVB5 37651 47716 2.13% 0.258%
43 12.616 963 965 967 rVB 19266 25349 1.13% 0.137%
44 12.674 968 970 974 rVB 18029 35825 1.60% 0.194%
45 12.788 977 980 982 rBV 1516993 1863995 83.19% 10.092%
46 13.348 1027 1029 1032 rBV2 34984 55285 2.47% 0.299%
47 13.714 1058 1061 1067 rVB2 31777 52694 2.35% 0.285%
48 13.828 1069 1071 1074 rBV 556799 496761 22.17% 2.690%
49 14.331 1113 1115 1117 rVB3 19212 26034 1.16% 0.141%

50 15.211 1189 1192 1199 rVB 311230 384095 17.14% 2.080%

Sum of corrected areas: 18469959

8270-BF060716.M Mon Jun 20 17:37:18 2016 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF061816\

BF088158.D

19 Jun 2016  3:18

UmM/sJ

H3628-02

37 Sample Multiplier: 1

: Z:\HPCHEM1I\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\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 10

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

4.83 2.35 ng 61495 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 28
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 9

Abundance Scan 284 (4.833 min): BF088158.D (-282) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 83.1 440 4.60 4.80 5.00 5.20
o e m/z 59.10 64.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USRI N L
440 4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 24.90%
0 27\9\ Ll : ‘ 71.0 83'0 . \.
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
440 460 480 500 520
5000 310 43.0 73.0 m/z 58.00 16.76%
0 85.0 101.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- A e L Ra ma
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 9.99%
5000
43.0
0 ‘ |, 10 830 980 123.0 141.0 159.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 440 460 480 500 520

8270-BF060716.M Mon Jun 20 17:37:19 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 4 unknown6.46 Concentration Rank 2

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

6.46 64.75 ng 1695420 1,4-Dichlorobenzene-d4 6.68
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 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 426 (6.456 min): BF088158.D (-424) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RSN SAEE AREE R
40.1 541 6.20 6.40 6.60 6.80
0 ..,....,....,....,'....,::..,.:.-.|,..':.,f.‘?.?,..!.,.':..,1.1.“?9,...., I m/z 68.10 39.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RSN SR RS R
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.40%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.10 24 .82%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine RN EaEEE RS
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.04%
97.0
5000 0.0
52.0
0 e ‘ 1 86.0 ! 11\6 0 |
m/z--> 10 20 30 40 55 éo fo 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 unknown7.16 Concentration Rank 5

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

7.16 5.17 ng 135472 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl-. 1l-meth... 144 C8H1602 032665-23-9 35
2 Heptanoic acid 130 C7H1402 000111-14-8 25
3 1.3-Dioxane. 2-methvl- 102 C5H1002 000626-68-6 22
4 Ethanol. 2-(2-butoxvethoxv)-. ac... 204 C10H2004 000124-17-4 16
5 1-Pentanol, 2,2-dimethyl- 116 C7H160 002370-12-9 14

Abundance Scan 488 (7.164 min): BF088158.D (-484) (-) m/z 85.10 100.00%
60.0 84.1
43.0
5000
||| ||| 73.0 || 101.0117 1 6.80 7.00 7.20 7.40
Olrr-prrrr el L Ll Tm/z 60.00  97.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21024: Butanoic acid, 3-methyl-, 1-methylethyl ester
43.0
60.0 85.0
5000
6.80 7.00 7.20 7.40
27.0 103.0 m/z 87.00 80.44%
0“|“'w'”mw'“h”“w'”jm'”|“'w'”hw'“|i'w'“'wéﬁ%ﬂ'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60.0
6.80 7.00 7.20 7.40
5000 73.0 m/z 43.05 72.54%
41.0
27.0 870
o 150 | 1010 1435 1300
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4261: 1,3-Dioxane, 2—methy|— LI L L B L B L L B
430 87.0 6.80 7.00 7.20 7.40
: m/z 69.10 58.79%
5000
810 50.0 101.0
150 \‘ |
O'W'“'w'“l”'w'“'w'”l“'wl”'"”l“"'“'w'“l“'w'“' A AL LU IR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 7 unknown7.36 Concentration Rank 13

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

7.36 2.13 ng 65604 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. tetrahvdro-2-I(tetrahv... 186 C10H1803 000710-14-5 35
2 2-Nonanone. 9-I(tetrahvdro-2H-pv... 242 C14H2603 054699-41-1 27
3 Isobutvl 4-methvlpentan-2-vl car... 202 C11H2203 1000372-76-2 25
4 1-Hexanol. 6-T(tetrahvdro-2H-pvr... 202 C11H2203 028659-22-5 14
5 3-Methylpentan-3-yl propyl carbo... 188 C10H2003 1000372-82-3 12

Abundance Scan 505 (7.359 min): BF088158.D (-501) (-) m/z 85.10 100.00%
8q.1
43.1
123.1
5000 69.
101.1 138.1
7.00 7.20 7.40 7.60
0 m/z 73.00 88.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49910: 2H-Pyran, tetrahydro-2-[(tetrahydro-2-furanyl)meth...
85.0
43.0 ™~
5000 71.0 700 7.20 7.40 7.60

m/z 43.10 70.81%

27.‘0 ‘ 101.0
0 Do L PP 1ur01310 1570 1850
R B e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
B B
85.0 7.00 7.20 7.40 7.60
5000 > m/z 123.10 58.63%
58.0
101.0
1230 4410
ol
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #62463: 1sobuty| 4-methylpentan-2-yl carbonate R
57.0 85.0 7.00 7.20 7.40 7.60
m/z 74.00 56 .38%
5000 43.0
101.0
0 27\'\0 \ \“ || 1T ‘ 117'013':['0146'0 LA
e B L L I T
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 unknown7.45 Concentration Rank 4

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

7.45 6.66 ng 205580 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 22
2 Ethvl 2-ethvlbutvl carbonate 174 C9H1803 1000373-79-7 22
3 Hvdrazine. 1.l1-diethvl- 88 C4H12N2 000616-40-0 22
4 3-Ethvl-3-methvl-2-pentanol 130 C8H180 066576-22-5 16
5 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 14

Abundance Scan 513 (7.450 min): BF088158.D (-507) (-) m/z 73.00 100.00%
73.0
41.1
60.0 85.1
5000
||| m | 97.0 1151 720 7.40 7.60 7.80
o} N 1 S 11 0 1 A m/z 41.10 75.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
5000 55.0 L RIS R LI L
410 720 7.40 7.60 7.80
0
29.0 ‘ m/z 60.00 63.03%
o 1, \“ Ly ﬂ‘ 99.0 112.0 129.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
84.0
43.0 69.0 7.20 7.40 7.60 7.80
5000 55.0 m/z 85.10 60.70%
29.0
104.0
o 15.0 117.0 131.0 145.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1971: Hydrazine, 1,1-diethyl-
73.0 7.20 7.40 7.60 7.80
m/z 43.10 55.86%
5000 45.0 88.0
28.0 56.0
O'W”'W'th”ﬁ'“'PJHP”'P'”P'NP'“P'”P'”I””I”“I“”I” U RIS UL R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 unknown7.51 Concentration Rank 7

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

7.51 3.15 ng 97072 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanebutanoic acid 170 C10H1802 004441-63-8 43
2 Thiazole. 4.5-dihvdro-2-methvl- 101 C4H7NS 002346-00-1 38
3 Butanoic acid. 3-methvl-. 1-meth... 144 C8H1602 032665-23-9 32
4 Cvclobutanecarboxvlic acid. prop... 142 C8H1402 1000280-40-0 25
5 3-Methyl-2-butenoic acid, hexade... 324 C21H4002 060129-26-2 22

Abundance Scan 518 (7.507 min): BF088158.D (-516) (-) m/z 43.10 100.00%
431 60.0
851 1010
5000

7.20 7.40 7.60 7.80

0 T m/z 55.05 93.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37933: Cyclohexanebutanoic acid
55.0
83.0
5000 41.0 R EREEEREESEEEEEs
69.0 111.0 7.20 7.40 7.60 7.80
m/z 60.00 85.35%
27.0 “ ‘910
Ob— ..,.‘N..h”ﬂ.JH‘J.lm‘uNlthwﬂ,.‘J:.ﬁzfp. .,.%5%9,}199 ,
m/z--> 20 40 60 80 100 120 140 160
Abundance
60.0
1010 7.20 7.40 7.60 7.80
5000 m/z 85.10 69.45%
45.0
13.0 210 73.0
ol gl el S e
m/z--> 20 40 60 80 100 120 140 160
Abundance #21024: Butanoic acid, 3-methyl-, 1-methylethyl ester
43.0 7.20 7.40 7.60 7.80
60.0 85.0 m/z 101.00 63.72%
5000
27.0 103.0
0....,.M.JJN.umﬂ....,ﬂ...w....ﬂzgow....,....,
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 8

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

9.64 3.09 ng 93902 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 95
2 1H-Indole. 2.3-dihvdro-4-methvl- 133 C9H11N 062108-16-1 91
3 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 90
4 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 87
5 Benzene, l-isocyanato-3-methyl- 133 C8H7NO 000621-29-4 83

Abundance Scan 705 (9.645 min): BF088158.D (-702) (-) m/z 133.00 100.00%
104.1 138.0
5000 8.0
51.0
300 1" 631 | gnp 1631 9.40 9.60 9.80 10.00
o} N ovSSOY R4 -2 S | S| EESE— S m/z 104.10 92.11%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14735: 2H-Indol-2-one, 1,3-dihydro-
104.0 13p.0
5000
8.0 9.40 9.60 9.80 10.00
51.0 m/z 105.10 39.46%
O'I“"P'“I'““N'“?i?w'”MP'?%9"P'“I}%?3"W'h'I“'W"“I'“'P
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
133.0
9.40 9.60 9.80 10.00
5000 104.0 m/z 78.00 37.91%
78.0
270 39.0 °10 630 91.0
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14697: 1H-Benzotriazole, 4-methyl- R e S EEREEEm A —
104.0 9.40 9.60 9.80 10.00
m/z 77.05 15.95%
133.0
5000 78.0
51.0
39.0
27.0 63.0 ‘
OW'JW'JM'”JH"“"“w““?ﬂe"ﬁ"”'W”'W“'W””I””I””P
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 2(3H)-Benzothiazolone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.87 ng 74736 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 93
2 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 53
3 Thienol3.2-clpvridin-4(5H)-one 151 C7H5NOS 027685-92-3 52
4 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 47
5 Benzooxazole-2-thiol 151 C7H5NOS 1000318-31-6 38
Abundance Scan 791 (10.628 min): BF088158.D (-790) (-) m/z 151.00 100.00%
151.0
96.0
5000
10,40 10,60 10.80 11.00
of m/z 96.00 72 .40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000
10.40 10.60 10.80 11.00
69.0 m/z 123.00 59.66%
28.0 450 ' 82.0
o X M L 1 << L PN PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
151.0
A"”I"”I'”'I'”'I”'
10.40 10.60 10.80 11.00
5000 m/z 57.10 50.29%
96.0
50.0 690 g, 108.0 123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24730: Thieno[3,2-c]pyridin-4(5H)-one R B e B
151.0 10.40 10.60 10.80 11.00
96.0 124.0 m/z 71.10 32.22%
5000 45.0
28.0
62.0
Vs
0HWHHPHWHNMMJMMM”w””“”whm“”wnnﬂmwnnpnqﬂnp. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 unknownl1l1l.10 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.27 ng 59121 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Benzenesulfonvloxv-2.2-bis(tri... 335 C10H7F6NO3S 055734-41-3 40
2 Benzenesulfonvl chloride 176 C6H5CIO02S 000098-09-9 38
3 Bensulide 397 C14H24N04PS3 000741-58-2 38
4 1H.3H-Naphthol1l.8-cdlpvran 170 C12H100 000203-84-9 37
5 N,N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 35
Abundance Scan 832 (11.096 min): BF088158.D (-829) (-) m/z 77.00 100.00%
71.0 141.0
170.0
5000
510 NN N BN B
1070 10.80 11.00 11.20 11.40
) IO SNENND PR S N  — m/z 141.00 96.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #172879: N-Benzenesulfonyloxy-2,2-bis(trifluoromethyl)azir...
77.0 141.0
5000 B UM RN SN B
10.80 11.00 11.20 11.40
51.0 m/z 170.00 T77.17%
o h 3350
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
77.0
10.80 11.00 11.20 1140
5000 141.0 m/z 51.00 22 .26%
51.0 '
180 1120 176.0
A R RN LA ) AL LA LAY LA LA LAY LA RS LA RS LA LARE LN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 l\
Abundance #210569: Bensulide Y NN A
77.0 10.80 11.00 11.20 11.40
m/z 158.00 10.39%
170.0
51.0
0 I \H Il 1l 106 O L I 209 O A
m/z--> ﬁbeb%ﬁmmmmmmmmmmmmﬁmmm 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 13 unknownl13.35 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.35 2.23 ng 55285 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 1.1"-Toxvbis(2.l1-ethaned... 218 C12H2603 000112-73-2 35
2 2-Propanone. ethvlhvdrazone 100 C5H12N2 007422-99-3 27
3 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 25
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 14
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 10
Abundance Scan 1029 (13.348 min): BF088158.D (-1027) (-) m/z 57.10 100.00%
5%.1
5000 : vﬂbdd\hhAvd_\AAﬁvvﬂ\j\Jb/\vJ\
: 155.0 1831 212.1 e
13.00 13.20 13.40 13.60
0 m/z 45.05 66.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
5000 AR B R B
13 00 13. 20 13.40 13.60
75.0 1010 m/z 56.10 56.51%
Il \ || 1310
0..W.W.WW..u..ww.n.w...w...............w...w..”
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
56.0
85.0 13.00 13.20 13.40 13.60
5000 m/z 85.10 44 .97%
28.0
0"'I""I""I""I""I"" rTTTrTTTT T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71401: Tetradecane, 3-methyl- e REREE
57.0 13.00 13.20 13.40 13.60
m/z 125.00 28.86%
5000
29.0 8e.0
: 183.0
o b i TR0t T o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13 00 13. 20 13. 40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088158.D

Aca On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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 n-Tetracosanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.71 2.12 ng 52694 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 76
2 l1-Heptacosanol 396 C27H560 002004-39-9 76
3 n-Nonadecanol-1 284 C19H400 001454-84-8 76
4 Behenic alcohol 326 C22H460 000661-19-8 76
5 1-Heneicosanol 312 C21H440 015594-90-8 76
Abundance Scan 1061 (13.714 min): BF088158.D (-1058) (-) m/z 83.10 100.00%
431, 831
5000 J\/\/\/\W\MA
201.1
1391 SRR N SRR SUNRRE
1601 13.40 13.60 13.80 14.00
(o} — m/z 43.10 94 .68%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 R LR DU SURLLR SR
Bmmmmmmm
30.0 m/z 55.10 91.20%
0 270 | “ N | P | 168.0 210.0238.0 278.0308.0337.0
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance
57.0 197.0
13.40 13.60 13.80 14.00
5000 m/z 97.10 88.26%
139.0
o 27.0 168.0 209.0238.0 278.0308.0 348.0378.0 /mw«//\«/w
L L L L L L L DL L L L L UL
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 e EEARRE B R
83.0 13.40 13.60 13.80 14.00
43.0 m/z 57.05 83.37%
h T A/\A\/J\\/\/W
oL } [ 1) 1900 1600 23800670
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1,0 13 40 13 60 13. 80 14. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088158.D

Acq On 19 Jun 2016 3:18

Operator : UM/SJ

Sample - H3628-02

Misc :

ALS Vial : 37 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... 4.83 2.4 ng 61495 1 6.68 523711 20.0
unknown6 .46 6.46 64.8 ng 1695420 1 6.68 523711 20.0
unknown7 .16 7.16 5.2 ng 135472 1 6.68 523711 20.0
unknown7 .36 7.36 2.1 ng 65604 2 7.96 616934 20.0
unknown7 .45 7.45 6.7 ng 205580 2 7.96 616934 20.0
unknown7 .51 7.51 3.1 ng 97072 2 7.96 616934 20.0
2H-1ndol-2-one, 1... 9.64 3.1 ng 93902 3 9.72 608584 20.0
2(3H)-Benzothiazo... 10.63 2.9 ng 74736 4 11.20 520491 20.0
unknown11.10 11.10 2.3 ng 59121 4 11.20 520491 20.0
unknownl13.35 13.35 2.2 ng 55285 5 13.83 496761 20.0
n-Tetracosanol-1 13.71 2.1 ng 52694 5 13.83 496761 20.0
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