LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084407.D

Acq On > 12 Jan 2016 4:36 Instrument :

Operator : SJ/UM BNA_F

Sample - H1067-04 ClientSampleld :

Misc - 207TH-ST-FIELDBLANK1-1-5-16
ALS Vial : 34 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-BF123115.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 5.036 255 258 265 rvB 988652 1229796 11.71% 1.489%
2 5.458 293 295 298 rBV 4528332 5420239 51.60% 6.562%
3 6.499 383 386 388 rBv 3035054 3698576 35.21% 4.478%
4 6.624 394 397 400 rBV 8542685 8268061 78.71% 10.010%
5 6.853 414 417 419 rBvV 3085544 2548359 24.26% 3.085%

7.013 428 431 433 rVB 9041998 8547025 81.37% 10.347%
7.424 463 467 469 rBV 6909172 7602374 T72.37% 9.204%
8.144 527 530 532 rVB 2759156 3213726 30.59% 3.891%
9.219 621 624 627 rBY 10330085 10504400 100.00% 12.717%
9.893 681 683 686 rBY 3839386 3364803 32.03% 4._.074%

=
QO ~NO®

11 10.682 749 752 755 rBV 5482790 6315046 60.12% 7.645%
12 11.379 810 813 815 rBV 3374573 3081954 29.34% 3.731%
13 11.585 829 831 834 rBV 2140125 2512945 23.92% 3.042%
14 12.739 930 932 935 rBV 1752882 2033199 19.36% 2.461%
15 12.968 949 0952 954 rBvV 8702087 8906137 84.78% 10.782%

16 13.745 1018 1020 1028 rBV2 582253 885771 8.43% 1.072%
17 14.008 1041 1043 1046 rBV 1884833 2069206 19.70% 2.505%
18 14.637 1095 1098 1104 rBV 270210 415834 3.96% 0.503%
19 15.437 1165 1168 1171 rBV 1327624 1823096 17.36% 2.207%
20 15.597 1180 1182 1191 rBV 67113 160950 1.53% 0.195%

Sum of corrected areas: 82601497
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084407.D

Acq On : 12 Jan 2016 4:36

Operator : SJ/UM

ﬁ?ggle : H1067-04 D07TH-ST-FIELDBLANKL-1-5-16
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084407.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084407.D

Acq On : 12 Jan 2016 4:36

Operator : SJ/UM

ﬁ?ggle : H1067-04 D07TH-ST-FIELDBLANKL-1-5-16
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.04 9.65 ng 1229800 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 258 (5.036 min): BF084407.D (-255) (-) m/z 43.05 100.00%
a3
59
5000
i Ak 500 520 540
83 : : : :
...,....,....,....','::.?,9.4!,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.10 58.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U LR UL L I
4.80 5.00 5.20 5.40
59 101 m/z 101.10 20.11%
s | s | s 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540
5000 m/z 58.10 16.62%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R A RRREamEEas Lo
509 4.80 5.00 5.20 5.40
m/z 41.10 8.90%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084407.D

Acq On : 12 Jan 2016 4:36

Operator : SJ/UM

ﬁ?ggle : H1067-04 D07TH-ST-FIELDBLANKL-1-5-16
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 2 unknown6.62 Concentration Rank 2

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

6.62 64 .89 ng 8268060 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 397 (6.624 min): BF084407.D (-394) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 640 6.60 6.80 7.00
7 . . . .
Ter lysus 7 6810 48.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I IR I L I
6.20 6.40 6.60 6.80 7.00
21 78 m/z 134.00 35.46%
I'J'NllJl'l'l"l""lﬂ"'l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 31.09%
92
65
o7 39 51 77 105 .4
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e B mEa R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 20.13%
5000 og 116
N ..,....,.?g II¥Q7 ‘ 158 ..,.1??. SN AN £ S
m/z--> 20 40 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\BF011116\
Data File : BF084407.D

Acq On : 12 Jan 2016 4:36

Operator : SJ/UM

Sample : H1067-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 4 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.58 16.31 ng 2512950 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-[4-(1,1-dimethylethyl_._.. 194 C12H1802 000713-46-2 90
2 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H1403 036881-00-2 72
3 Acetic acid, [2-[(2-propenylamin... 235 C12H13NO4 000119-45-9 43
4 2,4-Dimethoxyphenyl isocyanate 179 C9HONO3 084370-87-6 32
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 27
Abundance Scan 831 (11.585 min): BF084407.D (-829) (-) m/z 179.10 100.00%
119
135
5000
41 57 o 107 R L e e
77 11.20 11.40 11.60 11.80
S— . |, ..',....,.|...1,?.1. A 149 165 | 193 219 2352%0 | sz 135.10  54.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179
135
5000 VA VAR UM RS B
104 11.20 11.40 11.60 11.80
107 m/z 107.10 20.28%
27 4 57 7791 | 150 | 149163
m/z--> 20 40 65 80 100 120 140 160 1é0 200 220 240
Abundance
179
. 1120 11.40 11,60 1180
5000 m/z 57.10 19.72%
43
15 28 64 107127 150163 = 194
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79044: Acetic acid, [2-[(2-propenylamino)carbonyl]phenoxy]-
179 11.20 11.40 11.60 11.80
m/z 41.05 15.15%
5000
121
18 41 56 76 92105 | 135 151 | 193 220 2?5
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084407.D

Acq On : 12 Jan 2016 4:36

Operator : SJ/UM

ﬁ?ggle : H1067-04 D07TH-ST-FIELDBLANKL-1-5-16
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 5 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.74 19.65 ng 2033200 Chrysene-di12 14 .01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrrolo[l1,2-a]-1,3,5-triazine-7-... 223 C9HIN304 054449-89-7 90
2 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 58
3 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 35
4 m-Methoxybenzoic acid, phenyl ester 228 C14H1203 065853-67-0 35
5 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 32
Abundance Scan 932 (12.739 min): BF084407.D (-930) (-) m/z 135.10 100.00%
135 23
45
5000
107 12.40 12.60 12.80 13.00
67 8 161 : : : :
o A l.?l,u].--e A e 208 24 m/z 223.10  98.54%
m/z--> 50 100 150 200 250 300 350
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223
135
178
—v—v—rv—v—v—v—rv—v—r
5000 12.40 12.60 12.80 13.00
m/z 45.05 60.38%
L N ""I"'w4ﬁﬁ o I U T IR
m/z--> 50 100 150 200 250 300 350
Abundance
223
. 12.40 12,60 12.80 13.00
5000 m/z 57.10 33.03%
o, 107
il Ly 4 1661741090 ] 242 0 294
m/z--> 50 100 150 200 250 300 350
Abundance #142797: ((1,2-Diethylethylene)bis(p-phenylene))diacetate
135 12.40 12.60 12.80 13.00
m/z 107.00 17.20%
5000
177
107
14 43 77 | 153 ” 211 241 283 354
m/z--> 50 100 150 200 250 300 350 1240 12.60 12.80 13.00

8270-BF123115.M Tue Jan 12 15:37:21 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084407.D

Acq On : 12 Jan 2016 4:36

Operator : SJ/UM

ﬁ?ggle : H1067-04 D07TH-ST-FIELDBLANKL-1-5-16
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 7 3,6,9,12,15-Pentaoxabicyclo... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.64 4.02 ng 415834 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,6,9,12,15-Pentaoxabicyclo[15.3... 312 C16H2406 065112-36-9 53
2 Hexagol 282 C12H2607 002615-15-8 38
3 Ethanol, 2-[2-[2-[2-[p-(1,1,3,3-... 382 C22H3805 002315-63-1 38
4 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 37
5 3,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Br0O7 111982-23-1 32

Abundance Scan 1098 (14.637 min): BF084407.D (-1095) (-) m/z 45.05 100.00%

45
311
5000

14.40 14.60 14.80 15.00
m/z 311.20 69.58%

205 949 281 382

m/z--> 50 100 150 200 250 300 350
Abundance #123724: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-1(21...
45
89
5000 LI L L L L L L L L LB
14. 40 14 60 14. 80 15. OO
312 m/z 89.10 48.16%
26 | 5 \k | 1149 | 206224 250269 ‘
e
m/z--> 50 100 150 200 250 300 350
Abundance
45

1440 14'60 14.80 15.00
5000 m/z 135.05 45 _.94Y%

89
133
70 114 163 195 239 282
T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #151960: Ethanol, 2-[2-[2-[2-[p-(1,1,3,3-tetramethylbutyl)...
311

14.40 14.60 14.80 15.00
m/z 57.05 34.16%

89
5000 135
‘ 113 | 161
267 335
. It\\Jdm\ lMJ“U;‘Iﬂ L.1?3%q?.2?% il \ 382

m/z--> 150 200 250 300 350 14. 40 14 60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084407.D

Acq On : 12 Jan 2016 4:36

Operator : SJ/UM

ﬁ?ggle : H1067-04 D07TH-ST-FIELDBLANKL-1-5-16
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
Quant Title : 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]
2-Pentanone, 4-hy... 5.04 9.7 ng 1229800 1 6.85 2548360 20.0
unknown6 .62 6.62 64.9 ng 8268060 1 6.85 2548360 20.0
Ethanol, 2-[4-(1,... 11.58 16.3 ng 2512950 4 11.38 3081950 20.0
Pyrrolo[1,2-a]-1,... 12.74 19.6 ng 2033200 5 14.01 2069210 20.0
3,6,9,12,15-Penta... 14.64 4.0 ng 415834 5 14.01 2069210 20.0
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