LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 height area % max. total
1 4.604 261 264 276 rBV 136906 319756 23.87% 2.221%
2 5.301 323 325 346 rBY 597618 1085816 81.06% 7.542%
3 5.884 374 376 380 rvB 10301 15629 1.17% 0.109%
4 6.970 469 471 477 rBV 487747 971353 72.52% 6.747%
5 7.062 477 479 497 rVB 701770 1339493 100.00% 9.304%
6 7.404 507 509 515 rBvV 196851 280712 20.96% 1.950%
7 7.633 526 529 543 rVB 614548 915261 68.33% 6.357%
8 8.307 586 588 598 rBvY 348121 643502 48.04% 4.470%
9 9.428 683 686 693 rBY 316726 426191 31.82% 2.960%
10 10.513 779 781 783 rBY 11573 13451 1.00% 0.093%
11 10.593 783 788 793 rvv2 8811 17388 1.30% 0.121%
12 10.742 798 801 802 rBv 9237 13397 1.00% 0.093%
13 11.211 839 842 845 rBvY 978927 1152669 86.05% 8.006%
14 11.439 859 862 866 rBv 15476 25282 1.89% 0.176%
15 11.896 900 902 905 rBvV 187829 219913 16.42% 1.527%
16 12.022 912 913 918 rVvB2 7495 15548 1.16% 0.108%
17 12.251 930 933 935 rBV 313461 380189 28.38% 2.641%
18 12.296 935 937 941 rVB 58337 76433 5.71% 0.531%
19 12.594 960 963 967 rBvV 10702 18464 1.38% 0.128%
20 12.811 979 982 984 rVvB2 7734 15947 1.19% 0.111%
21 13.028 998 1001 1005 rBvV 7578 15875 1.19% 0.110%
22 13.108 1005 1008 1010 rVvv 49354 69324 5.18% 0.481%
23 13.142 1010 1011 1015 rVvv 24416 36854 2.75% 0.256%
24 13.234 1017 1019 1026 rVB4 5187 16767 1.25% 0.116%
25 13.474 1037 1040 1042 rBvY 16892 27732 2.07% 0.193%
26 13.542 1044 1046 1050 rBV 385599 510143 38.08% 3.543%
27 13.771 1061 1066 1069 rVB6 5424 20052 1.50% 0.139%
28 13.885 1071 1076 1080 rBV 62045 129831 9.69% 0.902%
29 14.217 1102 1105 1109 rVV5 8574 26729 2.00% 0.186%
30 14.297 1109 1112 1115 rVvv4 9843 19789 1.48% 0.137%
31 14.354 1115 1117 1120 rVV3 8227 15991 1.19% 0.111%
32 14.479 1126 1128 1134 rVB 9643 19531 1.46% 0.136%
33 14.617 1138 1140 1141 rVV 39032 55800 4.17% 0.388%

34 14.651 1141 1143 1144 rVV 206602 317398 23.70% 2.205%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.685 1144 1146 1150 rVvVv 240742 331140 24.72% 2.300%

36 14.765 1150 1153 1159 rVB 48224 81554 6.09% 0.566%
37 14.914 1164 1166 1169 rVB3 12007 18475 1.38% 0.128%
38 15.074 1173 1180 1182 rBV2 15664 49752 3.71% 0.346%
39 15.291 1197 1199 1202 rBV2 21583 31379 2.34% 0.218%
40 15.451 1210 1213 1215 rBVY 28972 43790 3.27% 0.304%
41 15.485 1215 1216 1219 rVV 30513 47143 3.52% 0.327%
42 15.565 1220 1223 1224 rVV 15540 29123 2.17% 0.202%
43 15.600 1224 1226 1228 rVV 34847 556227 4.12% 0.384%
44 15.668 1228 1232 1236 rVB3 85732 148617 11.10% 1.032%
45 15.908 1250 1253 1255 rBVY 35137 63700 4._.76% 0.442%
46 15.942 1255 1256 1260 rVB4 13148 23666 1.77% 0.164%
47 16.262 1281 1284 1286 rBV2 22324 44141 3.30% 0.307%
48 16.297 1286 1287 1290 rVVv2 13427 25607 1.91% 0.178%

49 16.457 1299 1301 1304 rBV 334423 426715 31.86% 2.964%
50 16.765 1325 1328 1333 rBV 344135 522960 39.04% 3.632%

51 16.914 1339 1341 1343 rBV 27282 33060 2.47% 0.230%
52 16.960 1343 1345 1347 rBV 23997 26749 2.00% 0.186%
53 17.017 1347 1350 1353 rBV 536316 825097 61.60% 5.731%
54 18.308 1461 1463 1465 rBV2 64138 106740 7.97% 0.741%
55 18.366 1465 1468 1470 rVVv2 298912 554537 41.40% 3.852%

56 18.400 1470 1471 1473 rVB 136239 118242 8.83% 0.821%
57 18.446 1473 1475 1478 rBV 126067 186929 13.96% 1.298%
58 19.634 1577 1579 1585 rVB 149437 311950 23.29% 2.167%
59 19.817 1593 1595 1597 rBV 144667 184435 13.77% 1.281%
60 19.920 1602 1604 1606 rBV 114316 137254 10.25% 0.953%

61 19.977 1607 1609 1612 rVB 134075 180914 13.51% 1.257%
62 20.034 1612 1614 1616 rBV 229048 288268 21.52% 2.002%
63 20.503 1653 1655 1658 rVB 199901 272217 20.32% 1.891%

Sum of corrected areas: 14397591
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.60 22.78 ng 319756 1,4-Dichlorobenzene-d4 7.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 264 (4.604 min): BF089713.D (-261) (-) m/z 43.05 100.00%
a3
59
5000
101 T
51| 83 420 4.40 460 4.80 5.00

N ] U, m/z 59.10 64.14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

4.20 4.40 4.60 4.80 5.00

59 m/z 101.10 22.74%
101
21 35 | 51 “ 67 83 91
e A e e L Rl Amamamansasassy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
S
420 4.40 4.60 4.80 5.00
5000 m/z 58.10 15.47%
101
15 58
28 69 84
Wmmwwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R

59 420 440 460 480 500

m/z 41.10 9.60%

5000 41
68
|l] so 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 2 unknown7.06 Concentration Rank 1

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

7.06 95.44 ng 1339490 1,4-Dichlorobenzene-d4 7.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 479 (7.062 min): BF089713.D (-477) (-) m/z 132.00 100.00%
5000 68
40 . 54 5 ‘| B 0 104 6.80 7.00 7.20 7.40
e e R e BT el | M/Z 68.10  46.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.80 7.00 7.20 7.40
78 m/z 134.00 31.14%
w""?ﬁ'ﬂi'l"jT"w"'l|"w|""|"'w""l"“l""|"""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 66.10 30.40%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132 6.80 7.00 7.20 7.40
m/z 69.05 18.38%
5000
92
65
27 39 51 55 7 |1 gy
mz> %0 3 4 0 8 70 8 80 18 10 120 B0 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.11 3.65 ng 69324 Acenaphthene-d10 12.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80
Abundance Scan 1008 (13.108 min): BF089713.D (-1005) (-) m/z 57.10 100.00%
g7
43
71
5000 85 _/««,J\ngﬁ,f\}\r\ﬁ\,~A~/X»«f
99 RN SRR B
113127 12.80 13.00 13.20 13.40
m/z 43.10 74 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83027: Hexadecane
57
43
71
5000 85 LR AR LR BUGRER BARAE
12. 80 13 00 13. 20 13.40
29 m/z 71.10 66.94%
99
14 ‘J 1l M‘ | 113127141155169183197 226
m/z--> 25 Jo éo 86 160 150 150 160 180 200 220 250 2éo
Abundance
4357 RN SRR B
71 12.80 13.00 13.20 13.40
5000 a5 m/z 85.10 42 .71%
29
99
113127141155169 198
wmﬁwmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57 12.80 13.00 13.20 13.40
43 71 m/z 41.10 38.02%
] J/WMAAM/\J’/
5000
29 99
1 I 113127141155169183197 268
m/z--> 25 Jo éo 86 160 150 140 160 180 200 220 250 2éo 1280 1300 1320 1340 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.89 8.18 ng 129831 Phenanthrene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1076 (13.885 min): BF089713.D (-1071) (-) m/z 57.10 100.00%

57

5000 85

2

113 141 169 13.60 13.80 14.00 14.20
m/z 71.10 70.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L LB
4 Bmmmmmmm
m/z 43.10 70.12%
| L MR 1 160 197010 240
T ”.q”.q”.q.”q.”q.”..”..”..”..”..”.P”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R RS R
13.60 13.80 14.00 14.20
5000 M 85 m/z 85.10 47 .63%
15 U3 141 160 197 205 253268 296
WWTWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71394: Pentadecane R B AL O T
57 13.60 13.80 14.00 14.20
m/z 41.10 37 .45%
5000 4 85

%

‘ I ‘113 141 168183 212

e e e e e e e R ABAE RS B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 6 Anthracene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.45 2.76 ng 43790 Phenanthrene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 81
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 80
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 74

Abundance Scan 1213 (15.451 min): BF089713.D (-1210) (-) m/z 192.10 100.00%

5000

=

15.20 15.40 15.60 15.80
m/z 191.10 65.23%

95

42 55 74 g5 115124 139 152

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54734: Anthracene, 2-methyl-
192
5000 LENLENLILI LI LI L L L LI (LI

15.20 15.40 15.60 15.80
m/z 189.10  31.82%

63 | 115 139150 | 176 |
I o e L e e o e i LA LS B i e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
L
15.20 15.40 15.60 15.80
5000 m/z 193.10 21.41%
96 165
28 39 51 63 73 83 115 126 139 152 176
L AL I A e B e e T e RN o
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #54746: Phenanthrene, 1-methyl- R EREamEEES LR

192 15.20 15.40 15.60 15.80
m/z 190.10 19.02%

5000

=
—

165
27 39 50 63 74 86 96 115126 139 152 | 176 |||

T
m/z--> 20 40 60 80 100 120 140 160 180 200

T T
15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 7 Phenanthrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.49 2.97 ng 47143 Phenanthrene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 89
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
Abundance Scan 1216 (15.485 min): BF089713.D (-1215) (-) m/z 192.10 100.00%
2
5000 M
165 e on 1R A 1R A AEan
42 55 68 g3 9 108 124 139150 176 15.20 15.40 15.60 15.80
N B s o B o (R S m/z 191.10 56.30%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 L BRI L BN UM
15.20 15.40 15.60 15.80
165 m/z 189.10 28.58%
27 39 50 63 74 8796 11516 139 152 | 176 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
192
15,20 15.40 15.60 15.80
5000 m/z 190.10 19.68%
gy 94 165
27 39 51 63 115 126 139 152 176
mz-> 20 40 60 80 100 120 140 160 180 mn
Abundance #54751: Phenanthrene, 4-methyl- A EaET S B
192 15.20 15.40 15.60 15.80
m/z 193.10 17 .30%
5000
95 165
miz-> 20 40 60 80 100 120 140 160 180 ' 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 11

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

15.60 3.48 ng 55227 Phenanthrene-d10 14.65

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50

2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 49

3 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C1OH7FN20 1000338-05-6 43

4 3-(Trifluoromethoxy)benzaldehyde 190 C8H5F302 052771-21-8 37

5 Dihydropyranno(3,2-g)chroman 190 C12H1402 057052-79-6 22
Abundance Scan 1226 (15.600 min): BF089713.D (-1224) (-) m/z 190.10 100.00%

1%0
5000
4 5363 80 30 124 13915 100 15.20 15.40 15.60 15.80 16.00
e S8 e 2P R m/z 189.10 99.50%
mz-> 20 40 60 80 100 120 140 160 180
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
|

5000 15. 20 15. 40 15. 60 15. 80 16. 00

94 m/z 192_.10 44 _59%

81 163 I
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
Abundance
190

1520 1540 15.60 15.80 16.00
5000 m/z 191.10 42 _45Y%

95
271 43 5463 74 86 111 122 137 150 163174
LA L i B e e e B s B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52828: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluorophenyl)-
190

15.20 15.40 15.60 15.80 16.00
m/z 187.10 26.12%

95
5000
75
107 134
122
161
8\\\‘ \H\ Al §4 " ‘\ ‘ \‘\ 146 171 ‘

m/z--> 20 40 80 100 120 140 160 180 15. 20 15. 40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.67 9.36 ng 148617 Phenanthrene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 1232 (15.668 min): BF089713.D (-1228) (-) m/z 73.10 100.00%

43 ¢go B

5000

—

N
LI B e B

15.40 15.60 15.80 16.00
m/z 43.10 84.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LIS L L L L L L L

15.40 15.60 15. 80 16. OO

m/z 60.10 81.88%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
LA
15.40 15.60 15.80 16.00
5000 129 m/z 55.10 69.97%
29 g7
199
101115 143457991185 213 242
15 226
B w2 B R A m ma e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid R B LA M e e
73 15.40 15.60 15.80 16.00
60 m/z 41.10 69.10%
5000 43 129
185
1]_5 228
Ll | syt | o
,,,‘,‘”‘ P e N NN WS e —
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.40 15 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 9,10-Bis(bromomethyl)anthra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.91 4.01 ng 63700 Phenanthrene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 52
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 50
3 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 46
4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 38
5 [1,1"-Biphenyl]-4,4"-dicarbonitrile 204 C14H8N2 001591-30-6 35
Abundance Scan 1253 (15.908 min): BF089713.D (-1250) (-) m/z 204.10 100.00%
204
57
5000
3 113 139159177 15.60 15.80 16.00 16. z'o' ' '
S S S B m/z 57.10 63.71%
m/z--> 50 100 150 200 250 300 350
Abundance #191535: 9,10-Bis(bromomethyl)anthracene
204
5000 R AR UM IR AR
15.60 15.80 16.00 16.20
101 m/z 71.10 44 _45%
27 51 76 | 126 149 176 m 283 364
m/z--> 50 100 1%0 200 250 300 350
Abundance
204
15.60 15.80 16.00 16.20
5000 m/z 43.10 42 _.54%
101
27 51 76 126 152 176
m/z--> 50 100 150 200 250 300 350
Abundance #64594: Naphthalene, 2-phenyl- R e R RR B
204 15.60 15.80 16.00 16.20
m/z 202.10 38.99%
5000
101
28 51 76 | 126 150 176
m/z--> 55 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 11 Anthracene, 1,4-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.26 2.78 ng 44141 Phenanthrene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 83
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 81
3 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 81
4 1,3-Diphenyl-3-methylcyclopropene 206 Cl6H14 086544-79-8 76
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 74
Abundance Scan 1284 (16.262 min): BF089713.D (-1281) (-) m/z 206.10 100.00%
6
191
5000
43 55 49 79 89 101112122 13° 150 164176 16.00 16.20 16.40 16.60
m/z 191.10 58.77%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #66250: Anthracene, 1,4-dimethyl-
206
5000 AR SR BN AN B
191 16.00 16.20 16.40 16.60
m/z 189.10 27.06%
27 39 51 63 76 P 115107109152 105178 | |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
206
R  RA S e RS Ran s naR
16.00 16.20 16.40 16.60
5000 m/z 190.10 23.66%
191
27 30 51 63 76 89 102 195156 139 157 165 178
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206 16.00 16.20 16.40 16.60
m/z 205.10 19.72%
5000 191
g9 101
27 39 51 63 76 || | 115127139 152 165 178 ‘M “M
miz-> 20 40 60 80 100 120 140 160 180 200 ' 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.82 12.80 ng 184435 Perylene-d12 20.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1595 (19.817 min): BF089713.D (-1593) (-) m/z 57.10 100.00%
57
85
5000
113 "' 10.60 19.80 20.00 20.20
141 258
- ,J I |~ -160183203225 298277297 326 STL_ |\ wyz 71.10  77.59%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
5000 85 LIS BRI SULISN SULBULN B
19 60 19. 80 20. oo 20. 20
29 m/z 43.10 61.06%
‘ 113 169
I - S
m/z--> 50 100 150 200 250 300 350
Abundance
57
o "' 10.60 19.80 20.00 20.20
5000 m/z 85.10 54 _.15%
29 113
141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #94346: Heptadecane LA L L L L L L B
57 19.60 19.80 20.00 20.20
m/z 55.10 23.27%
85
5000
29
AL }113 141 169 197 240
m/z--> 55 100 1éo 260 250 360 350 1960 1980 2000 2020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 Tricosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.50 18.89 ng 272217 Perylene-di12 20.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Octadecane 254 C18H38 000593-45-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 1655 (20.503 min): BF089713.D (-1653) (-) m/z 57.10 100.00%
57
85 A—/pV\/\NA\,\/p
5000
113 20,20 20.40 20.60 20.80
141 183 264
3 ,I. AT M m0,183 212 230 204 292 324 365 | o TTTION 78 A
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 SRR BN SRR I
20.20 20.40 20.60 20.80
m/z 43.10 57 .44Y%
113 324
141
I I O 0
m/z--> 50 100 150 200 250 300 350
Abundance
57
20,20 20.40 20.60 20.80
5000 85 m/z 85.10 52.51%
29
113 141 169 197 295 254
m/z--> 56 160 1éo 260 2éo 360 3%0
Abundance #141426: Heneicosane e S m e
57 20.20 20.40 20.60 20.80
m/z 55.10 19.33%
85
5000
29 113
Ll 10 60 197 225 gsa 296
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3%0 20.'20 20.'40 20.I60 20.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081016\
Data File : BF089713.D

Acq On : 11 Aug 2016 00:21

Operator : UM/SJ

Sample - H4400-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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]
2-Pentanone, 4-hy... 4._.60 22.8 ng 319756 1 7.40 280712 20.0
unknown7 .06 7.06 95.4 ng 1339490 1 7.40 280712 20.0
Hexadecane 13.11 3.6 ng 69324 3 12.25 380189 20.0
Heptadecane 13.89 8.2 ng 129831 4 14.65 317398 20.0
Anthracene, 2-met... 15.45 2.8 ng 43790 4 14.65 317398 20.0
Phenanthrene, 1-m... 15.49 3.0 ng 47143 4 14.65 317398 20.0
6H-Cyclobuta[jk]p--- 15.60 3.5 ng 55227 4 14.65 317398 20.0
n-Hexadecanoic acid 15.67 9.4 ng 148617 4 14.65 317398 20.0
9,10-Bis(bromomet... 15.91 4.0 ng 63700 4 14.65 317398 20.0
Anthracene, 1,4-d... 16.26 2.8 ng 44141 4 14.65 317398 20.0
2-Bromo dodecane 19.82 12.8 ng 184435 6 20.03 288268 20.0
Tricosane 20.50 18.9 ng 272217 6 20.03 288268 20.0
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