LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 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: BF0O87800.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.667 4 7 10 rVB 3525435 4834062 100.00% 16.167%
2 1.758 14 15 25 rv 271221 460956 9.54% 1.542%
3 1.896 25 27 41 rVB 1496796 2472562 51.15% 8.269%
4 2.067 41 42 59 rvB3 61212 197248 4.08% 0.660%
5 5.016 297 300 304 rBV 120445 169412 3.50% 0.567%
6 5.439 334 337 339 rBY 1129084 1610060 33.31% 5.385%
7 6.467 424 427 430 rBY 1528074 1491321 30.85% 4_.987%
8 6.605 436 439 441 rBV 1834008 1663000 34.40% 5.562%
9 6.833 457 459 462 rBV 460928 541990 11.21% 1.813%
10 6.993 471 473 476 rVB 1534313 1294588 26.78% 4 .330%

11 7.405 506 509 511 rvB 1060702 1158759 23.97% 3.875%
12 8.125 569 572 574 rBV 945651 834230 17.26% 2.790%
13 9.199 663 666 668 rBvV 2312927 1996541 41.30% 6.677%
14 9.291 671 674 676 rVB2 43210 62849 1.30% 0.210%
15 9.588 698 700 703 rBV 203121 210589 4._36% 0.704%

16 9.736 711 713 718 rVB 161594 142426 2.95% 0.476%
17 9.873 722 725 727 rBV 1065140 909128 18.81% 3.040%
18 10.662 791 794 796 rBV 1027703 1237045 25.59% 4._.137%

19 10.776 803 804 808 rBvV 38476 68463 1.42% 0.229%
20 11.222 839 843 849 rVvB3 33913 77789 1.61% 0.260%
21 11.348 852 854 859 rBvV2 814266 1149398 23.78% 3.844%
22 11.428 859 861 862 rVB 67640 71787 1.49% 0.240%
23 11.874 899 900 902 rvv 52516 56818 1.18% 0.190%
24 11.965 906 908 912 rVB 63180 103518 2.14% 0.346%
25 12.148 921 924 928 rBV2 30846 53296 1.10% 0.178%
26 12.445 947 950 951 rBV2 47043 64601 1.34% 0.216%

27 12.479 951 953 956 rVB 91274 113144 2.34% 0.378%
28 12.559 957 960 962 rVB 473658 458764 9.49% 1.534%
29 12.651 967 968 970 rBv2 150240 120173 2.49% 0.402%
30 12.685 970 971 975 rvB2 151082 149751 3.10% 0.501%

31 12.788 975 980 981 rBV 349226 510387 10.56% 1.707%
32 12.937 991 993 995 rVB 1939296 1868640 38.66% 6.249%
33 13.108 1003 1008 1010 rVB2 57639 106478 2.20% 0.356%
34 13.177 1010 1014 1015 rBV 57529 65661 1.36% 0.220%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 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 13.611 1049 1052 1055 rBVZ2 29728 50355 1.04% 0.168%

36 13.862 1071 1074 1080 rVB3 49116 101368 2.10% 0.339%
37 13.977 1081 1084 1089 rVB2 818283 1113982 23.04% 3.726%
38 14.503 1127 1130 1132 rVB3 30430 56114 1.16% 0.188%
39 14.983 1169 1172 1177 rBV 152028 321556 6.65% 1.075%
40 15.085 1178 1181 1183 rVVv2 63052 102722 2.12% 0.344%

41 15.143 1183 1186 1192 rVV5 24970 90761 1.88% 0.304%
42 15.268 1195 1197 1200 rVV 99116 125762 2.60% 0.421%
43 15.325 1200 1202 1205 rVV 117092 171248 3.54% 0.573%
44 15.394 1205 1208 1214 rVB 501456 691538 14.31% 2.313%
45 15.851 1245 1248 1251 rBVY 76750 137846 2.85% 0.461%

46 16.068 1265 1267 1274 rVB5 26533 62414 1.29% 0.209%
47 16.480 1300 1303 1308 rVB4 24887 61085 1.26% 0.204%
48 16.766 1324 1328 1333 rVB2 51561 107954 2.23% 0.361%
49 17.177 1360 1364 1372 rVB 47948 107539 2.22% 0.360%
50 17.394 1379 1383 1390 rVB4 28974 98298 2.03% 0.329%

51 18.297 1458 1462 1471 rVB6 16827 61859 1.28% 0.207%
52 19.280 1543 1548 1556 rVB5 30803 113447 2.35% 0.379%

Sum of corrected areas: 29901282
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087800.D
3500000{1(67

3000000
2500000
2000000 6.60

1.90 6.47 6.99

1500000

1000000

6.83

5.02 f\
A

e N .

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: BF087800.D

3500000

50000011.76
2.07

3000000
2500000 9.20
2000000 12.94

1500000

9.87 10.66
1000000 8.12 11.35

500000 1256, .4

95
929 \ 1078 1123143  118P7215 13 13318

O T e A e L e

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: BF087800.D

3500000

3000000
2500000
2000000
1500000
1000000 13.98

500000
16.48 16.77  17.1817.39 18.30 19.28

O e

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\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 1 unknownl.67 Concentration Rank 1

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

1.67 178.38 ng 4834060 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 7 (1.667 min): BF087799.D (-4) (-) m/z 73.10 100.00%
3
5000 43
89
\ - 1170 1.80 1.90 2.00 2.10
Ok e e b e L Tmzz 43,10 51.24%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
a1 89 m/z 89.10 33.00%
0 2@ | ‘ 33\‘ | 48 ‘5\7 |
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 1170 1.80 1.90 2.00 2.10
5000 m/z 41.05 9.57%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2222: 1,3-Diaminoguanidine T e
43 1.70 1.80 1.90 2.00 2.10
32 m/z 45.10 8.08%
58 89
5000 18
O 'lw N ?%l e |?? T '|7ﬁ" USRS AR IUURAE UL U A U
m/z--> 10 20 30 40 50 60 70 80 90 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.07 7.28 ng 197248 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 72
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
3 1.3-Dioxolane. 2-(2-propenvl)- 114 C6H1002 038653-49-5 9
4 Silanol. trimethvl- 90 C3H100Si 001066-40-6 9
5 Glycine 75 C2H5N02 000056-40-6 7

Abundance Scan 42 (2.067 min): BF087799.D (-41) (-) m/z 75.10 100.00%
75
5000 /\
45
3 55 180 200 220 240
-ttt e m/z 73.05 72 .65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 UL R RN A A
1.80 2.00 2.20 2.40
% m/z 45.00 36.11%
o “\ ‘ P e s 1o
miz--> % % 4 5 € 70 3 % 100 0 13
Abundance
73

1.80 2.00 2.20 2.40
5000 m/z 41.00 27.88%

45
29
39 Y/ 101
Ot T T T T T e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7253: 1,3-Dioxolane, 2-(2-propenyl)-
73

1.80 2.00 2.20 2.40
m/z 47.00 17.20%

45
5000
27
15 s
| WJ ‘M\ f 67 | 83 91 99 106113

m/z--> 10 20 30 50 60 70 80 90 100 110 120 1.80 2.00 2.20 2.40

o

8270-BF060716.M Wed Jun 08 16:40:50 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.02 6.25 ng 169412 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 300 (5.016 min): BF087799.D (-297) (-) m/z 43.10 100.00%
43
5000
101 USRS R R
432 460 4.80 5.00 5.20 5.40
o e m/z 59.10 60.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R I L

460 4.80 5.00 5.20 5.40
m/z 101.10 22.68%

‘ 101
o) I .
AT T
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
e REEEE B
4.60 4.80 5.00 5.20 5.40
5000 101 m/z 58.00 17 .20%
159
29 128 199 204
o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.03%
5000
38 | | 126
o— b A
m/z--> 50 100 150 200 250 300 350 400 4. 60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 unknown6.60 Concentration Rank 3

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

6.60 61.37 ng 1663000 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 439 (6.605 min): BF087799.D (-436) (-) m/z 132.00 100.00%
5000 68
40 | o J 620 6.40 6.60 6.80 7.00
ol el 77 87 L d5115 77 68.10  39.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I R I UL
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.02%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 25.80%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal S RN R A EE R LR
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.15%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es f 206 | Y| U | G
m/z--> 60 80 100 120 140 160 180 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\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknown9.74 Concentration Rank 11

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

9.74 3.13 ng 142426 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l4-Bromo-2-(hydrazono-phenvl-met... 361 C16H16BrN302 1000318-37-6 25
2 Furan-2-carboxamide. N.N-dinonvl- 363 C23H41NO2 1000308-21-0 10
3 naphthalen-1-vI(1-pentvl-1H-indo... 341 C24H23NO 209414-07-3 9
4 Carbamic acid. N-(3-chloro-4-met... 341 C18H28CINO3 299202-69-0 9
5 4,47 -Dihydroxydiphenylsulphone 250 C12H1004S 000080-09-1 9

Abundance Scan 713 (9.736 min): BF087799.D (-711) (-) m/z 152.10 100.00%
105 152 250
84 126 340
5000 363
At e Bt
55 || | 9.40 9.60 9.80 10.00
o! ISR | I S m/z 250.50  99.93%
m/z--> 50 100 150 200 250 300 350
Abundance #191058: [4-Bromo-2-(hydrazono-phenyl-methyl)-phenyl]-carb...
361
180
5000 77 260 AU S S AR
9.40 9.60 9.80 10.00
m/z 105.00 86.70Y%
2t | e |
OIHM‘\ \\ H ‘: “: I\“I\\ ‘ ‘ ‘237|H \\ \
m/z--> 50 100 150 oo 250 3
Abundance
95 250
138 9.40 9.60 9.80 10.00
5000 m/z 83.70 75.71%
363
166 8 334
43 69 194 222 306
m/z--> - '55' ' "160" "150" "200" "250" "300" "350"
Abundance #177809: naphthalen-1-yl(1-pentyl-1H-indol-3-yl)methanone
341 9.40 9.60 9.80 10.00
284 m/z 125.90 75.49Y%
214
5000
127
23 ‘ ’155 254
0...‘|..7?.1?1.{.‘.. ll‘l:!'8l6 .‘...h “.".‘.“. .3.‘P.‘|.. R ERRER R
m/z--> 50 100 150 200 250 300 350 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknownl2.65 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.09 ng 120173 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-EthvI-3-chloro-7-nitrophenoth... 338 C14H11CIN204S 024953-29-5 14
2 Benzoic acid. 3.4-dibromo- 278 C7H4Br202 000619-03-4 10
3 2-0xo-5-phenoxv-6-phenvl-4-(4-to... 356 C23H20N202 1000070-60-3 10
4 Dimethoxvmethvl-hvdroxv-triphenv... 354 C21H2303P 1000132-00-1 9
5 1-[4-Chlorophenyl]-3-[3,5-dichlo... 310 C15H9CI30 1000250-94-3 9
Abundance Scan 968 (12.651 min): BF087799.D (-967) (-) m/z 202.10 100.00%
202
152 236
264282 36
5000 :
04
g 170 326 375
12.40 12.60 12.80 13.00
0 m/z 152.10 76.52%
m/z--> 50 100 150 200 250 300 350
Abundance #174841: 10-Ethyl-3-chloro-7-nitrophenothiazine-5,5-dioxide
338
5000
277 12.40 12.60 12.80 13.00
164 3 m/z 147.20 73.86%
51 /° o5 138 188207227 259 M ‘
ob— |‘ .‘ .“‘. "I ) WH .““ .””. HM i \Hp 'HI ‘.‘ Al .\“l‘ .“ ———r
m/z--> 50 100 150 200 250 300 350
Abundance
280
74 12.40 12.6-0 12.80 13.00
soo0l  2° m/z 152.90 66.87%
117 143 235 261
o 92 160 183202
m/z--> éo 160 1%0 260 2éo 360 3%0
Abundance #188278: 2-Ox0-5-phenoxy-6-phenyl-4-(4-tolyl)-1,2,3,4-tetr... H
263 12.40 12.60 12.80 13.00
m/z 236.60 66.83%
356
5000 104
77
IR e T
mz-> 50 100 150 200 250 300 350 "' 1240 1260 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 10 Mucochloric acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.69 ng 149751 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mucochloric acid 168 C4H2C1203 000087-56-9 58
2 Benzoic acid. 3-methvl-4-nitro-.... 195 C9H9NO4 024078-21-5 50
3 4-Methoxv-1.2-naphthoauinone 188 C11H803 018916-57-9 49
4 5-T2-Chlorophenvlltetraazole 180 C7H5CIN4 050907-46-5 45
5 Germacyclopent-3-ene, 1,1,3,4-te... 186 C8H16Ge 005764-66-9 43

Abundance Scan 971 (12.685 min): BF087799.D (-970) (-) m/z 122.80 100.00%

5000

12.40 12.60 12.80 13.00

(o} m/z 95.15 99.72%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #36926: Mucochloric acid
133
87
5000 29 LA L L L L L LB
60 168 12.40 12.60 12.80 13.00
‘ ‘ ‘ m/z 89.40 93.45%
ol bbb b I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
178
89 e e
12.40 12.60 12.80 13.00
5000 m/z 96.80 87.13%
118
59
150
o A A A 4 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #51550: 4-Methoxy-1,2-naphthoquinone el Emmas R S

12.40 12.60 12.80 13.00
m/z 161.10 85.19%

5000

A\
LN N e B B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 12 n-Tetracosanol-1 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.62 ng 90761 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 70
2 1-Hexadecanethiol 258 C16H34S 002917-26-2 68
3 1-Heptacosanol 396 C27H560 002004-39-9 58
4 Behenic alcohol 326 C22H460 000661-19-8 58
5 1-Heneicosanol 312 C21H440 015594-90-8 58
Abundance Scan 1186 (15.143 min): BF087799.D (-1183) (-) m/z 83.10 100.00%
7
5000 11
139159 218 271 e —————————
189 ?39 | “ 14.80 15.00 15.20 15.40
o . M m/z 57.10 98.61%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
3
5000 i U S UL DU B B
14. 80 15. oo 15.20 15.40
130 m/z 55.10 93.16%
ol | \‘ ‘ | ‘\‘L , 167 195 222 250 280 308 336
m/z--> 50 100 150 260 2%0 360 3%0
Abundance
55 83
14,80 15.00 15.20 1540
5000 m/z 43.10 90.11%
29 111
224
140 168 196 258
ol — iy B M e bl 4 L e
m/z--> 55 160 150 260 250 360 3%0
Abundance #210517: 1-Heptacosanol R R Bmman
57 7 14.80 15.00 15.20 15.40
m/z 69.10 87.64%
5000
125
o 29 ‘ 1 L 4153 181 209 236 264 292 320 350 378
m/z--> 5'0 100 150 200 250 3(')0 3&1,0 14. 80 15. oo 15 20 15'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 14 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.85 3.99 ng 137846 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 1248 (15.851 min): BF087799.D (-1245) (-) m/z 57.10 100.00%
57
5000 JJW
LRI SRR SO SRR B
179 266 15.60 15.80 16.00 16.20
ol 205 239 m/z 71.10  70.13%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR UL BRI BN B
15. 60 15. 80 16 00 16. 20
m/z 43.10 54 _75%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
" 15,60 15.80 16.00 16.20
5000 85 m/z 85.10 51.45%
113
. 141 183 211 239 257 310
m/z--> 55 160 150 200 250 300 3éo '
Abundance #209565: Octacosane B AR AR
57 15.60 15.80 16.00 16.20
m/z 55.05 22.52%
- i \/\/\J\/\“/L\&Af
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060716\
Data File : BF087799.D

Aca On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample = H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 16 unknownl19.28 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.28 3.28 ng 113447 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll.2.3-falnaphthacene 302 C24H14 000203-11-2 43
2 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 43
3 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 38
4 Androstane-3.12.17-trione. (5.al... 302 C19H2603 004171-01-1 35
5 Androst-4-ene-3,17-dione, 1l1-hyd... 302 C19H2603 000382-44-5 22
Abundance Scan 1548 (19.280 min): BF087799.D (-1543) (-) . m/z 302.15 100.00%
302
5000
69 % 123 g ///\\\//W\f\\
55 A_A
39 179 205 LU LU SRR UL
281 19.00 19.20 19.40
o} e m/z 303.10 43.06%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146705: Indeno[1,2,3-fg]naphthacene /\/\
302
150
5000 LU LU SRR UL
19,00 19.20 19.40
m/z 95.05 39.92%
174 198 224 248 274

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 W\AM
Abundance
302
A o .
19.00 19.20 19.40
5000 m/z 69.10 35.29%
150
o 100 136 248 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146699: 3,4:8,9-Dibenzopyrene A o .
302 19.00 19.20 19.40
m/z 123.10 34.77%
5000
151
ol 40 74 100 124 | 168185200 224 248 274 ||
e e e e e e e e e AR o .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19. 20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060716\
Data File : BF087799.D

Acq On : 7 Jun 2016 21:50

Operator : UM/SJ

Sample - H3379-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_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]
unknownl.67 1.67 178.4 ng 4834060 1 6.83 541990 20.0
Propane, 1,1-dime... 2.07 7.3 ng 197248 1 6.83 541990 20.0
2-Pentanone, 4-hy... 5.02 6.3 ng 169412 1 6.83 541990 20.0
unknown6 .60 6.60 61.4 ng 1663000 1 6.83 541990 20.0
unknown9 .74 9.74 3.1 ng 142426 3 9.87 909128 20.0
unknownl12 .65 12.65 2.1 ng 120173 4 11.35 1149400 20.0
Mucochloric acid 12.69 2.7 ng 149751 5 13.98 1113980 20.0
n-Tetracosanol-1 15.14 2.6 ng 90761 6 15.39 691538 20.0
Heneicosane 15.85 4.0 ng 137846 6 15.39 691538 20.0
unknown19 .28 19.28 3.3 ng 113447 6 15.39 691538 20.0
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