LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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

1.424 44 47 50 rBV 6115517 6665307 100.00% 17.878%
1.561 55 59 61 rvB 122987 233248 3.50% 0.626%
74 77 rBvV 331448 436722 6.55% 1.171%
1.847 80 84 94 rvB2 99929 180201 2.70% 0.483%
5.036 362 363 370 rvVB 241371 342950 5.15% 0.920%

abrwNPE
=
\l
W
N
\l
=

5.550 406 408 411 rBV 1247694 1635489 24.54% 4_387%
6.819 517 519 522 rBV 1338411 1632808 24.50% 4 _380%
533 535 rBV 1341659 1786494 26.80% 4.792%
7.264 556 558 560 rBvV 567771 548455 8.23% 1.471%
7.447 572 574 577 rVB 1536359 1384206 20.77% 3.713%

(@R {cNec R NNe))
(0}
©
\l
©
(9]
w
o

11 7.950 616 618 621 rBVY 1087592 1022066 15.33% 2.741%
12 8.842 693 696 698 rBvV 724287 756297 11.35% 2.029%
13 10.179 811 813 816 rBV 1650419 2099580 31.50% 5.632%
14 10.682 855 857 860 rBvV 65324 87269 1.31% 0.234%
15 10.842 868 871 873 rVB 56187 74063 1.11% 0.199%

16 11.013 884 886 888 rBV 901953 844513 12.67% 2.265%
17 11.916 962 965 967 rVB 97141 111080 1.67% 0.298%
18 11.996 969 972 974 rBV 1038888 1304049 19.56% 3.498%
19 12.854 1045 1047 1049 rBvV 888741 982705 14.74% 2.636%
20 12.888 1049 1050 1052 rVvVv 296680 214334 3.22% 0.575%

21 12.945 1054 1055 1058 rVB 111572 120854 1.81% 0.324%
22 13.482 1100 1102 1104 rBV 119583 143921 2.16% 0.386%
23 13.517 1104 1105 1108 rVVv 104984 104104 1.56% 0.279%
24 13.574 1108 1110 1112 rVV2 55707 82784 1.24% 0.222%
25 13.619 1112 1114 1115 rVV 164800 182169 2.73% 0.489%

26 13.654 1115 1117 1119 rVB 88112 98223 1.47% 0.263%
27 13.745 1120 1125 1126 rBV4 67729 117847 1.77% 0.316%
28 13.859 1133 1135 1139 rVB4 99426 166535 2.50% 0.447%
29 14.168 1158 1162 1164 rBV2 84286 140316 2.11% 0.376%

30 14.271 1170 1171 1174 rVB2 65031 89137 1.34% 0.239%
31 14.362 1177 1179 1181 rBV 988434 970158 14.56% 2.602%
32 14.477 1187 1189 1192 rVB2 49072 68758 1.03% 0.184%
33 14.545 1192 1195 1196 rBV2 54419 87595 1.31% 0.235%

34 14.648 1201 1204 1206 rBV 896581 1182991 17.75% 3.173%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.808 1216 1218 1219 rBV 49960 71036 1.07% 0.191%

36 14.854 1219 1222 1225 rVV 2495909 2466611 37.01% 6.616%
37 14.922 1225 1228 1230 rBV2 52172 98751 1.48% 0.265%
38 15.060 1235 1240 1242 rVB 133752 267807 4.02% 0.718%
39 15.151 1246 1248 1249 rBV 76440 106227 1.59% 0.285%
40 15.185 1249 1251 1253 rBVY 112141 137657 2.07% 0.369%

41 15.300 1260 1261 1262 rBVY 79456 83350 1.25% 0.224%
42 15.334 1262 1264 1267 rVB2 112180 165367 2.48% 0.444%
43 15.551 1281 1283 1285 rBV2 38911 73970 1.11% 0.198%
44 15.700 1294 1296 1299 rVB 66069 81780 1.23% 0.219%

45 15.837 1306 1308 1310 rBVY 100644 152905 2.29% 0.410%

46 15.882 1310 1312 1317 rVV3 82731 238035 3.57% 0.638%
47 16.031 1323 1325 1330 rBV2 161686 300001 4_50% 0.805%
48 16.168 1333 1337 1339 rVV2 1138942 1970596 29.56% 5.286%
49 16.203 1339 1340 1342 rVV 445046 368573 5.53% 0.989%
50 16.294 1346 1348 1350 rVVv2 71182 106082 1.59% 0.285%

51 16.683 1380 1382 1384 rBV 96733 129072 1.94% 0.346%
52 17.517 1452 1455 1460 rBV 426936 1046921 15.71% 2.808%
53 17.848 1482 1484 1488 rBV2 330541 655849 9.84% 1.759%
54 17.917 1488 1490 1493 rVB 466080 577531 8.66% 1.549%
55 17.986 1493 1496 1500 rBV2 796841 1077208 16.16% 2.889%

56 19.449 1622 1624 1630 rVB2 200221 483312 7.25% 1.296%
57 19.883 1660 1662 1673 rVB2 243683 725733 10.89% 1.947%

Sum of corrected areas: 37281602
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77530.D
6000000 1|42

5000000
4000000
3000000

2000000
555 68898  i°°

1000000
7.26

L1A561A71?35 5.04

o e e

I I
Time-->  1.00 1.50 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: BFO77530.D
6000000

5000000
4000000
3000000

2000000 10.18

7.95 12.00 12.85 14.36

1000000 .84 11.01
A A 10.689.84/\ 11AJ@ 1&@35 %&;6 141145&544

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00

Abundance TIC: BFO77530.D
6000000

5000000

4000000

3000000

14.85

2000000

10000007

O T T T T T T T

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.42 Concentration Rank 1

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

1.42 243.06 ng 6665310 1,4-Dichlorobenzene-d4 7.26
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 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CI0 100244-09-5 9

Abundance Scan 47 (1.424 min): BF077530.D (-44) (-) m/z 73.10 100.00%
3
43
5000
89
55 1.00 1.20 1.40 1.60 1.80
e L L8880 L "m/z 43.05 56.79%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 NSNS RS SRR S
1.00 1.20 1.40 1.60 1.80
a1 89 m/z 89.10 32.56%
T |"%¢'|"'%$l"'4§|"??l LB UL S B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
33 100 1.20 1.40 1.60 180
5000 m/z 41.10 11.57%
27
59 74
L SR SR S LA UL SR SUELLLN FUL LS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine I RRmaE e EE
43 1.00 1.20 1.40 1.60 1.80
32 m/z 45.10 8.95%
58 89
5000 18
"I""I"?%I""I'”'I'?"I""ji"l""l""l NSNS SRR S
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.73 15.93 ng 436722 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 74 (1.732 min): BF077530.D (-71) (-) m/z 73.10 100.00%
73
5000 43
55 87 S R
39 | 140 160 1.80 2.00
e s b e g e || M7z 43.06 41.08%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AR SRS SRR
43 1.40 1.60 1.80 2.00
55 87 m/z 87.10 25.89%
‘2? 33 39 4650 ‘ 59 69|
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
AR SRR SR SRR
1.40 1.60 1.80 2.00
5000 43 m/z 55.10 24 _.91%
58 a7
29 46 55
A RRAL) KAL) RARAN LARE) RARL) RARN RAREN LK) LARAE RRAND RALLA LML RARLY LALA) RARAA REAR) LAKE) RALLA LALN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl- e ENA SHNERY | N
30 1.40 1.60 1.80 2.00
m/z 41.10 12.01%
5000 43 87
15 72
18 27 39.//46 5154 59 68 | N
I 1.5 o gt gt g 140 160 1.80 200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5

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

5.04 12.51 ng 342950 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 363 (5.036 min): BF077530.D (-362) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540
Bl sl eo s3] 7z 59,05 55520
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LN IS UL I
59 480 500 520 5.40
m/z 101.10 17.83%
31 101
“'w'“v'”T““T“'WH‘W'“W'“'fi'R%'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.05 15.52%
68
50 126 142
WWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: l—Propen—Z—oI, acetate LN L L L LB
43 480 5.00 5.20 5.40
m/z 41.10 8.66%
5000
58
Lo 2 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.98 Concentration Rank 2

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

6.98 65.15 ng 1786490 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 533 (6.979 min): BF077530.D (-530) (-) m/z 132.00 100.00%
32
5000
68
96 IIIIIIIIIIIIIIIIIIII
40 54 ‘ 6.60 6.80 7.00 7.20 7.40
S :|-.|.'. 8 lus e m/z 134.00 33.91%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L LN S
6.60 6.80 7.00 7.20 7.40
31 51 ‘ m/z 68.10 31.88%
| H | |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.10 20.31%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil e o )
132 6.60 6.80 7.00 7.20 7.40
m/z 96.10 12.76%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzophenone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.63 ng 111080 Acenaphthene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 2-(2-0x0-2-phenvl-ethvl)-malonon... 184 C11H8N20 1000296-76-9 43
3 Benzovlformic acid 150 C8H603 000611-73-4 43
4 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 38
5 Isopropyl phenyl ketone 148 C10H120 000611-70-1 38
Abundance Scan 965 (11.916 min)&) BF077530.D (-962) (-) m/z 105.10 100.00%
105
77 182
5000
i 11160 1180 12,00 1220
152 166 . . . .
SN .'|. (O3 b 8695 | 115126 139 TiT m/z 182.10 59.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44109: Benzophenone
105
77 182 i
5000 UL SRR SN SRS
11.60 11.80 12.00 12.20
51 m/z 77.10 58.30%
27 39 | 63 | 87 | 115126 139 152 165
mz-> 20 40 60 80 100 120 140 160 180
Abundance
105
77 11,60 11.80 12.00 12.20 |
5000 m/z 51.10 21.02%
51
39 65 91 118128 154 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #23286: Benzoylformic acid
105 11.60 11.80 12.00 12.20
" m/z 181.10 11.08%
5000
51
27 38 | 62 | 86 122 150
m/z--> 20 40 60 80 100 120 140 160 180 1160 11.80 12.00 1220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Anthracene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.93 ng 143921 Phenanthrene-d10 12.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 93
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 81
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81

Abundance Scan 1102 (13.482 min): BF077530.D (-1100) (-) m/z 192.10 100.00%

192

5000

AN
LI L I D

13.20 13.40 13.60 13.80
m/z 191.10 61.04%

1
08121134147 215 243258

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50612: Anthracene, 2-methyl-

5000
13.20 13.40 13.60 13.80

m/z 189.10 30.33%

63 115 139152

39

15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
R e IR e
13.20 13.40 13.60 13.80
5000 m/z 190.10 26.60%

165
2639 63 82 9% 115 139152 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50623: Phenanthrene, 1-methyl- R Eammnnns s
192 13.20 13.40 13.60 13.80
m/z 193.10 18.25%
5000

2639 63 g2 9% 115 139152
e et T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.52 2.12 ng 104104 Phenanthrene-d10 12.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
4 1H-Indene. l1l-phenvl- 192 C15H12 001961-96-2 93
5 1H-Indene, 3-phenyl- 192 C15H12 001961-97-3 93
Abundance Scan 1105 (13.517 min): BF077530.D (-1104) (-) m/z 192.10 100.00%
192
5000
82 9 1oy 16526 1520 1540 1360 1380
250 68 ) 5126039 07 il 2% Thsz 191.10 55.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192
5000

13.20 13.40 13.60 13.80
m/z 189.10 26.87%

165
27 39 50 63 74 g5 96 115126 139152 | 176 |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
T T [T
13.20 13.40 13.60 13.80
5000 m/z 193.10 13.84%
165
15 27 39 51 63 03 95 1951756139152 " 176
R B T L B o o o o e e IR AR B BB A e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192 13.20 13.40 13.60 13.80
m/z 190.10 13.81%
5000
82 94 165
27 39 51 63 °4 7| 115126139152 | 176 |
T T T T T T e e e T e e e T T R [T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.62 3.71 ng 182169 Phenanthrene-d10 12.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
2 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 38
3 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 30
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 25
5 Benzene, 1,1"-(1,2-propadienylid... 192 C15H12 014251-57-1 25

Abundance Scan 1114 (13.619 min): BF077530.D (-1112) (-) m/z 190.10 100.00%
190
5000 AAAA\
94 165 P e
63 139 13.20 13.40 13.60 13.80 14.00
40 7 122 207224 245 326 m/z 189.10 99 _26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190
5000 R AR A A AR

13. 20 13. 40 13. 60 13.80 14.00

95 m/z 192.10 73.07%
27 43 63 79 | 111 137 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
191
R E e SN
13.20 13.40 13.60 13.80 14.00
5000 m/z 191.10 57.53%
165
74
mmmwwﬁwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene
192 13.20 13.40 13.60 13.80 14.00
m/z 94.60 22 .36%
5000
9% 165
28 44 63 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 20 13. 40 13. 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5-Hexen-2-one, 4-methyl-1,1... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.75 2.40 ng 117847 Phenanthrene-d10 12.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-2-one. 4-methvl-1.1.1.6-... 416 C31H280 1000197-97-4 64
2 8H-Pvranol2.3-elbenzothiophen-8-... 243 C13H9NO4 1000266-82-1 64
3 3-Phenvl-4-azafluorene 243 C18H13N 033777-97-8 64
4 2-Hexanone. 4.5.5-trimethvl-1.1.... 370 C27H300 072152-23-9 64
5 4-[5-Chloro-2-hydroxybenzylidene. .. 482 C29H23CIN203 016561-89-0 50
Abundance Scan 1125 (13.745 min): BF077530.D (-1120) (-) m/z 243.20 100.00%
243
5000
41 g7 91 117 145 181 208 329 13.40 13.60 13.80 14.00
m/z 244 .20 19.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159718: 5-Hexen-2-one, 4-methyl-1,1,1,6-tetraphenyl-
243
5000 LN U BN I
165 13.40 13.60 13.80 14.00
131 m/z 91.10 7.91%
41 65 \ | 215 416
m/z--> 50 100 150 200 250 300 350 400
Abundance
243
13.40 1360 13.80 14.00
5000 m/z 181.10 7.08%
187
215
mz-> 50 100 150 200 250 300 350 400
Abundance #84286: 3-Phenyl-4-azafluorene
243 13.40 13.60 13.80 14.00
m/z 105.10 6.15%
5000

51 77 115139165 215
e AR AR

T
m/z--> 50 100 150 200 250

T T
300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Phenylnaphthalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.39 ng 166535 Phenanthrene-d10 12.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlnaphthalene 204 C16H12 035465-71-5 92
2 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 87
3 5.160I17.2°1:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 80
4 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 64
5 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 55
Abundance Scan 1135 (13.859 min): BF077530.D (-1133) (-) m/z 204.10 100.00%
204
5000
e o "0 130 12i00 14,20
e m/z 202.10 38.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58952: 2-Phenylnaphthalene
204
5000 LI SULRUL S UL L
13.60 13.80 14.00 14.20
101 m/z 203.10 30.26%
28 51 76 | 126 150 176 M
mz-> | 80 10 1%0 200 2% abo s abo
Abundance
204
1360 13.80 14.00 14.20
5000 m/z 205.10 17.80%
232

101
51 76 126 150 176

m/z--> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204 13.60 13.80 14.00 14.20
m/z 101.00 12.03%
5000
39 63 101 155 152176 313 408 A
i T e e AT
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.86 ng 140316 Phenanthrene-d10 12.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 95
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 95
3 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 89
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 86
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 86

Abundance Scan 1162 (14.168 min): BF077530.D (-1158) (-) m/z 206.10 100.00%

6

5000

13.80 14.00 14.20 14.40
m/z 191.10 41.26%

126 154
7

43 63 10 243 326

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60352: Phenanthrene, 2,5-dimethyl-

5000

13.I80 14.IOO 14.20 14.40
m/z 189.10  25.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

206

13.80 14.00 14.20 14.40
5000 m/z 205.10 24 _.81%

89 189
39 63 111127 149165

memwmmmmwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60351: Phenanthrene, 2,3-dimethyl-

13.80 14.00 14.20 14.40
m/z 202.10 19.30%

5000

115 139 165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 15 Fluoranthene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.72 ng 267807 Chrysene-di12 16.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
3 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 91
4 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1240 (15.060 min): BF077530.D (-1235) (-) m/z 216.10 100.00%
216
5000
43 63 80 107126143163 189 238 265 287 314332350 14.80 15.00 15.20 15.40
14 m/z 215.10 81.75%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67036: Fluoranthene, 2-methyl-
216
5000
14.80 15.00 15.20 15.40
108 m/z 213.10 22.05%
47 63 81 139 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
216
" 14.80 15.00 15,20 1540
5000 m/z 217.10 16.38%
108
63 81 137 163 189
WWTWWTWWWWWTWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67034: 11H-Benzo[b]fluorene B A ma
216 14.80 15.00 15.20 15.40
m/z 107.60 14 .30%
5000
108
139 163 189
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclopenta(cd)pyrene, 3,4-d... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.88 2.42 ng 238035 Chrysene-di12 16.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(cd)pvrene., 3.4-dihvdro- 228 C18H12 025732-74-5 78
2 Triphenvlene 228 C18H12 000217-59-4 43
3 Isothiazol-5-amine. 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 40
4 Benzlalanthracene 228 C18H12 000056-55-3 35
5 Benzo[c]phenanthrene 228 C18H12 000195-19-7 27
Abundance Scan 1312 (15.882 min): BF077530.D (-1310) (-) m/z 228.10 100.00%
5000
113
74 156 200 15.60 15.80 16.00 16.20
ol 39 7% o4 | 134 TA74 20 M| 20219 308328 394 | n/z 226.10 58.47%
m/z--> 50 100 150 200 250 300 350
Abundance #75264: Cyclopenta(cd)pyrene, 3,4-dihydro-
5000

15.60 15.80 16.00 16.20
m/z 227.10 58.19%

114
87 .| 150 174 200

m/z--> 50 100 150 200 250 300 350
Abundance
228
P T
15.60 15.80 16.00 16.20
5000 m/z 113.10 23.07%
113
39 63 88 150 174 200
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #74014: |sothiazol-5-amine, 4-bromo-3-chloro-N-methyl- T T T e T

15.60 15.80 16.00 16.20
m/z 224.10 12.36%

A

m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16 20

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077530.D

Aca On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample : G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17 Bromoacetic acid, octadecyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.03 3.04 ng 300001 Chrysene-di12 16.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 1325 (16.031 min): BF077530.D (-1323) (-) m/z 57.10 100.00%
87 g3
5000
3 15.80 16.00 16.20 16.40
272 296 321 349367 77 4310 93 170
m/z--> 50 100 150 200 250 300 350
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69
97
5000 LR UL SURRULA UL I
15.80 16.00 16.20 16.40
121 m/z 55.10 86.86%
— ‘\‘I w 18 \ H \“H H“\ H H\‘\ u‘u H : I1|81| Izlzéll IZ?OI — |297| T
m/z--> 150 200 250 300 350
Abundance
43
69 IR SN SUNILR SRR B
97 15.80 16.00 16.20 16.40
5000 m/z 83.10 83.37%
125
153 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene R AR RRRES T
4 97 15.80 16.00 16.20 16.40
69 m/z 69.10 80.53%
5000
125
15 “ [fl ‘ H “ L Jt 111?4 182 210 238 266
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030215\
Data File : BF077530.D

Acq On : 2 Mar 2015 18:56

Operator : TP/1Z

Sample - G1399-05

Misc S

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl .42 1.42 243.1 ng 6665310 1 7.26 548455 20.0
Butane, 2-methoxy... 1.73 15.9 ng 436722 1 7.26 548455 20.0
2-Pentanone, 4-hy... 5.04 12.5 ng 342950 1 7.26 548455 20.0
unknown6 .98 6.98 65.2 ng 1786490 1 7.26 548455 20.0
Benzophenone 11.92 2.6 ng 111080 3 11.01 844513 20.0
Anthracene, 2-met... 13.48 2.9 ng 143921 4 12.86 982705 20.0
Phenanthrene, 1-m... 13.52 2.1 ng 104104 4 12.86 982705 20.0
4H-Cyclopenta[def... 13.62 3.7 ng 182169 4 12.86 982705 20.0
5-Hexen-2-one, 4-... 13.75 2.4 ng 117847 4 12.86 982705 20.0
2-Phenylnaphthalene 13.86 3.4 ng 166535 4 12.86 982705 20.0
Phenanthrene, 2,5... 14.17 2.9 ng 140316 4 12.86 982705 20.0
Fluoranthene, 2-m... 15.06 2.7 ng 267807 5 16.17 1970600 20.0
Cyclopenta(cd)pyr... 15.88 2.4 ng 238035 5 16.17 1970600 20.0
Bromoacetic acid,... 16.03 3.0 ng 300001 5 16.17 1970600 20.0
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