LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 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-BF092016.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 1.644 4 5 78 rVvB 3108172 9975490 100.00% 37.143%
2 4_.536 256 258 270 rVB 172478 221534 2.22% 0.825%
3 5.027 298 301 303 rBV 937644 1148500 11.51% 4_.276%
4 5.233 317 319 328 rVB 98775 139129 1.39% 0.518%
5 6.125 395 397 405 rBVY 1148808 1149897 11.53% 4.282%
6 6.239 405 407 409 rBY 1383334 1283821 12.87% 4_.780%
7 6.479 425 428 430 rBV 464628 654617 6.56% 2.437%
8 6.627 439 441 444 rBV 1144811 998968 10.01% 3.720%
9 7.039 475 477 480 rBV 537632 661437 6.63% 2.463%
10 7.759 538 540 543 rBV 907855 869876 8.72% 3.239%

11 8.833 632 634 637 rBV 1218293 1309277 13.12% 4_875%
12 9.233 668 669 672 rBvY 286140 322796 3.24% 1.202%
13 9.496 690 692 694 rBV 1000815 879284 8.81% 3.274%
14 10.274 758 760 763 rBV2 424163 617806 6.19% 2.300%
15 10.754 800 802 806 rvB 143424 129572 1.30% 0.482%

16 10.971 818 821 824 rBV 499455 806906 8.09% 3.004%
17 12.159 923 925 929 rBV 210477 219202 2.20% 0.816%
18 12.388 942 945 947 rBV 178311 225399 2.26% 0.839%
19 12.548 957 959 961 rBV 1009519 949426 9.52% 3.535%
20 13.405 1032 1034 1036 rVvVv 437282 429733 4_.31% 1.600%

21 13.462 1037 1039 1042 rVVv2 73316 125164 1.25% 0.466%
22 13.577 1046 1049 1055 rVvv3 837880 1242094 12.45% 4.625%
23 13.725 1059 1062 1063 rVV 308724 358277 3.59% 1.334%
24 13.760 1063 1065 1067 rVvVv 541822 599243 6.01% 2.231%
25 13.817 1069 1070 1072 rVB 221584 169063 1.69% 0.629%

26 14.102 1093 1095 1097 rVB2 113934 129146 1.29% 0.481%
27 14.560 1133 1135 1139 rBV 149876 337505 3.38% 1.257%
28 14.800 1154 1156 1158 rVB 108751 109239 1.10% 0.407%
29 14.845 1158 1160 1162 rBV 102750 133787 1.34% 0.498%
30 14.903 1162 1165 1167 rBV 564629 660610 6.62% 2.460%

Sum of corrected areas: 26856798
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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\BF092716\

BF090264.D

27 Sep 2016 20:55

UM/SsJ

H4949-03 2X

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

1164
2500000
2000000
1500000

1000000

500000

TIC: BF090264.D

6.24

6.63
5.03

6.48

0
Time-->

4.00

T
4.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

7.76

TIC: BF090264.D

8.83

9.50 12.55

13.

9.23 12.1612.39

Time-->

9.50

10.00

12.00 12.50 13.00

T
8.00

8.50

9.00 10.50 11.00 11.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF090264.D

14.90

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\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.54 6.77 ng 221534 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 258 (4.536 min): BF090264.D (-256) (-) m/z 43.05 100.00%
43
59
5000
101 U i S S
420 4.40 4.60 4.80
83
3 S ..!|,....,....,|....,....,....,.... 2 e m/z 59.10  62.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 420 440 4.60 480
m/z 101.10 23.86%
15 101
0 2\\7 i 83 ‘
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240
Abundance
59
420 440 4.60 480
5000 T1m m/z 58.10 16.78%
45 159
o 23 114128 145 177199 597 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 [\
Abundance #4035: 2,3-Butanedione, monooxime e e m pa

43 420 4.40 4.60 4.80
m/z 41.10 8.49%

5000
101

58
28 “ 84

o.”.“.”,m.w..”,”.w.”.“.”,”.w.”......”.“.”,”.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.20 4.40 4.60 4.80

8270-BF092016.-M Wed Sep 28 14:37:06 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 1,3,5,7-Cyclooctatetraene Concentration Rank 8

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

5.23 4.25 ng 139129 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5.7-Cvclooctatetraene 104 C8HS8 000629-20-9 97
2 Stvrene 104 C8HS8 000100-42-5 97
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 91
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 72
5 Benzene, 1,1"-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 50

Abundance Scan 319 (5.233 min): BF090264.D (-317) (-) . m/z 104.10 100.00%
104
5000 78
51
39 63 4.80 5.00 520 5.40 5.60
o..,....,....',....!.'...,:l...,??-.'|.-,.8.4.?9,....,! | m/z 103.10 48.60%
m/z--> 20 30 40 50 60 70 8 90 100 110
Abundance #4880: 1,3,5,7-Cyclooctatetraene
104
5000 & RARASRARASRARRSpARRE S
4.80 5.00 520 5.40 5.60
51 m/z 78.10 45 .44%
0 213 | 44 || 57 % 73| 848 98
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
104
480 500 520 540 560
5000 m/z 77.10 23.25%
78
51
o 21 Py 58 63 73 89 98
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene A
104 4.80 5.00 520 5.40 5.60
m/z 51.10 22 .24%
5000 78
51
39
0 2\7 \‘ ‘\ 58 ﬁ3 73\\ ! 84 89 98 |11
m/z--> 20 30 40 50 6 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.24 Concentration Rank 2

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

6.24 39.22 ng 1283820 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 407 (6.239 min): BF090264.D (-405) (-) m/z 132.10 100.00%
132
5000 68
0 | %6 " 6.00 620 6.40 6.60
40 54 - - - -
o 2t M 777 L agsus W m/z 68.10  39.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RSN S S L
a1 o7 6.00 6.20 6.40 6.60
53 - 117 m/z 134.10 32.53%
oL e f““l‘.‘.“l‘ .8.8..|1.0.6..|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 600 620 6.40 6.60
5000 m/z 66.10 23.60%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine-propiony! I EREEEEEss e
57 132 6.00 6.20 6.40 6.60
24 m/z 96.10 14 .88%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | G
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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, 1,1"-(1,2-cyclobut... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.75 3.21 ng 129572 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.2-cvclobutanedi... 208 Cl6H16 020071-09-4 90
2 Cvclobutane. 1.3-diphenvl-. trans- 208 C16H16 025558-23-0 72
3 Cvclobutane. 1.2-diphenvl- 208 C16H16 003018-21-1 64
4 Benzene. 1.1"-(1.2-cvclobutanedi... 208 C16H16 007694-30-6 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 208 C16H16 029422-13-7 43
Abundance Scan 802 (10.754(bmin): BF090264.D (-800) (-) m/z 104.10 100.00%
104
5000
78 10.40 10.60 10.80 11.00
51 89 178
Ob ol 2 88 S0 M| 15 128130 152 165 108 196208 n/7 78.10  9.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68022: Benzene, l,l('b—(l,2—cyc|obutanediyl)bis—, trans-
104
5000 '|"0'|""|""|""|'
10.40 10.60 10.80 11.00
m/z 103.10 9.71%
27 39 51 63 ?? 89 || 115 128139 152 165 178189 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104
10.40 10.60 10.80 11.00
5000 m/z 105.10 8.91%
ol_28 39 51 65 8 91 117128 141152 165 178 191 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67986: Cyclobutane, 1,2-diphenyl-
104 10.40 10.60 10.80 11.00
m/z 77.10 5.78%
5000

78
29 43 56 67 " 91 | 115 128 141152 165 178 191 208

e L S A

m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl3.41 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.41 6.92 ng 429733 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.2-Propanediol. 3-benzvloxv-1.2... 266 C14H1805 013754-10-4 23
2 Benzene. (5-i1odopentvl)- 274 C11H15l1 099858-37-4 17
3 Isoxazole. 5-chloro-4-(2-phenvle... 207 C11H10CINO 1000362-09-0 16
4 Alpha-phenvl-alpha-tropvlacetald... 378 C22H22N202S 022532-16-7 12

5 4-Benzyloxybenzonitrile 209 C14H11NO 052805-36-4 11
Abundance Scan 1034 (13.405 min): BF090264.D (-1032) (-) m/z 91.10 100.00%
91
5000
117 I | G 2
207

65 13.00 13.20 13.40 13.60 13.80

Ob e e e b 432,152 178 || 284250 278297312 ns57117.10 26.24Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #115327: 1,2-Propanediol, 3-benzyloxy-1,2-diacetyl-
91
5000 117 TrTrr [ rrprrrrprrrrprrs
13.00 13.20 13.40 13.60 13.80
43 m/z 207.15 12.80%
oz % | 147 167 193 223
T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91
R A
13.00 13.20 13.40 13.60 13.80
5000 m/z 194.15 10.32%
89 % 117
o 147 183 217 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #66664: Isoxazole, 5-chloro-4-(2-phenylethyl)- R e o B
91 13.00 13.20 13.40 13.60 13.80
m/z 92.05 7.73%
5000
o5 207
49 P WS ws R
B N N S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 00 13. 20 13. 40 13. 60 13. 80

8270-BF092016.-M Wed Sep 28 14:37:10 2016

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 9-Octadecene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.46 2.02 ng 125164 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90

Abundance Scan 1039 (13.462 min): BF090264.D (-1037) (-) m/z 83.10 100.00%

;

5000 111
250 LA L L LB L LN
139 180 519 | 281 13.20 13.40 13.60 13.80
Oyt B e e o o m/z 57.10 99.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104187: 9-Octadecene, (E)-
55
83
5000 LA L L LB L LN
29 13.20 13.40 13.60 13.80
111 m/z 69.10 87.35%
ob Ll L1 ) 139 168196 224 252
T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
R I e
13.20 13.40 13.60 13.80
5000 83 m/z 55.10 86.06%
111
o 139 167 196224 267292 321 462 490
T T [ T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207396: Bromoacetic acid, octadecyl ester R B EERmE R
43 13.20 13.40 13.60 13.80
69 m/z 43.10 79.02%
97
5000
21
0 ﬂ | 153181 224250 597
R B R I e
m/z--> 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Methadone N-oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.77 ng 358277 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 72
2 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 55
3 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 46
4 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 40
5 1-benzylindole 207 C15H13N 1000334-31-3 38
Abundance Scan 1062 (13.725 min): BF090264.D (-1059) (-) m/z 91.10 100.00%
Ji
129 207
5000
178 13.40 13.60 13.80 14.00
o 3, 6, L300 | 102, 1, | 200248 a7azons 505 15 g1, 60M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #165152: Methadone N-oxide
129 207
72 N
5000 91 AU AR DR
13.40 13.60 13.80 14.00
57 178 m/z 129.10 74.62%
42
0..q..nﬂ.mﬁi”.ﬂp..wh.ﬂ,.N.,}??.W.ﬁ.ﬂ. n.?%?” e ”?ZZ..W..”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
207
13.40 13.60 13.80 14.00
5000 m/z 206.20 31.13%

130
. 30 5, 77 102 163178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67010: 1H-Indole, 1-methyl-2-phenyl-
207

%

13.40 13.60 13.80 14.00
m/z 105.10 17.62%

5000

L
1

77 103 130 149165 101

27 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl3.76 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.76 9.65 ng 599243 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3-Diphenvilcvclopropvlmethvl ... 332 C22H200S 131758-71-9 43
2 1-benzvlindole 207 C15H13N 1000334-31-3 38
3 OQuinoline 129 C9H7N 000091-22-5 22
4 Cvclohexanecarboxvlic acid. unde... 280 C18H3202 1000279-53-9 22
5 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 12
Abundance Scan 1065 (13.760 min): BF090264.D (-1063) (-) m/z 91.10 100.00%
il
129
5000 207
178 13.40 13.60 13.80 14.00
ol 38 65, 1ipr § 182 W0 | a3 ae3re 070712905 62.22%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide, .
il 129
5000
13.40 13.60 13.80 14.00
207 m/z 207.20 45 _.97%
o390 6, | 10 | 15 178 | 25 316332
m>m&&mm@mmmmmmmmﬁﬁ
Abundance
91
207 13.40 13.60 13.80 14.00
5000 m/z 206.20 16.47%
65
o 39 116 152 178
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13072: Quinoline
129 13.40 13.60 13.80 14.00
m/z 105.10 16.03%
5000
51
0 ?ZW”hW“Tﬁ“”m”“v'”v”'v”ﬂ“'ﬂ””"”'”"”W“'W””I””I LN U UL BV I
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 1H-Indole, 2-methyl-3-phenyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.82 2.72 ng 169063 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 55
2 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 50
3 (2.3-Diphenvicvclopropvmethyl ... 332 C22H200S 131758-71-9 50
4 1H-Indole. 1l-methvl-2-phenvl- 207 C15H13N 003558-24-5 46
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 43
Abundance Scan 1070 (13.817 min): BF090264.D (-1069) (-) m/z 91.10 100.00%
q1 129 207
5000
43 65 qu3 | 152 178 238 258 287 306 13.60 13.80 14.00 14.20
e e e e b e e ey || M7z 207.20 90 10%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67011: 1H-Indole, 2-methyl-3-phenyl-
207
5000 ‘JA""|""|""|""|"
13.60 13.80 14.00 14.20
130 m/z 129.10 86.61%
30 51 77 102 150 178

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
207
129 13.60 13.80 14.00 14.20
5000 o1 m/z 206.20 29.90%
67
41 178
o 107 152 231 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3-Diphenylcyclopropylymethyl phenyl sulfoxide, ...
91 129 13.60 13.80 14.00 14.20
m/z 105.10 18.97%
5000
207
oL 39 6, | 19 | 15 178 S 316332
R R B ma A RRAEEE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14-00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090264.D

Aca On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample : H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl14.10 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.10 2.08 ng 129146 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3-Diphenvilcvclopropvlmethvl ... 332 C22H200S 131758-71-9 25
2 trans-2-Phenvl-1-cvclohexanol 176 C12H160 002362-61-0 16
3 Benzenebutanenitrile 145 C10H11N 002046-18-6 10
4 8-Phenvl-1-octanol 206 C14H220 010472-97-6 9
5 Ethanedioic acid, mono(phenylmet... 180 C9H804 035448-14-7 9
Abundance Scan 1095 (14.102 min): BF090264.D (-1093) (-) m/z 91.10 100.00%
Ji
5000 129
43 69 180 207
11 234 262 312 13.80 14.00 14.20 14.40
o . l.|-,"jr-.ﬂ.h,'. 0 230202 07 T sz o0 10 45, 640
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,...
g1 129
5000
13.80 14.00 14.20 14.40
207 m/z 92.05 24 .54Y%
ohrr 38 65 | 110 | 152 s 225 316
m/z--> 20 45 eb 85 160 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
91
13.80 14.00 14.20 1440
5000 130 176 m/z 104 .05 20.58%
43
65
. %6 158
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #21237: Benzenebutanenitrile
g1 13.80 14.00 14.20 14.40
m/z 83.10 19.00%
5000
145
m/z--> 2'0 4'0 60 8|O 1(')0 120 140 160 180 200 220 240 260 280 3(')0 320 34'10 13. 80 14. 00 14 20 14'40 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092716\
Data File : BF090264.D

Acq On : 27 Sep 2016 20:55

Operator : UM/SJ

Sample > H4949-03 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.54 6.8 ng 221534 1 6.48 654617 20.0
1,3,5,7-Cycloocta. .. 5.23 4.3 ng 139129 1 6.48 654617 20.0
unknown6 .24 6.24 39.2 ng 1283820 1 6.48 654617 20.0
Benzene, 1,1"-(1,... 10.75 3.2 ng 129572 4 10.97 806906 20.0
unknownl13.41 13.41 6.9 ng 429733 5 13.58 1242090 20.0
9-Octadecene, (E)- 13.46 2.0 ng 125164 5 13.58 1242090 20.0
Methadone N-oxide 13.73 5.8 ng 358277 5 13.58 1242090 20.0
unknownl13.76 13.76 9.7 ng 599243 5 13.58 1242090 20.0
1H-Indole, 2-meth... 13.82 2.7 ng 169063 5 13.58 1242090 20.0
unknown14.10 14.10 2.1 ng 129146 5 13.58 1242090 20.0
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