LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\

Data File : BF089432.D

Acq On = 30 Jul 2016 2:41 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : H4221-17 GW-46-10.0-15.0

ALS Vial : 19 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-BF072716_.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 1.678 6 8 59 rvB 1080555 2688069 100.00% 20.397%
2 4.616 263 265 274 rBV 68285 122520 4_56% 0.930%
3 5.084 304 306 332 rBY 617704 765095 28.46% 5.806%
4 6.170 399 401 409 rBV 449679 546480 20.33% 4.147%
5 6.284 409 411 413 rBV 1106354 1152705 42.88% 8.747%
6 6.513 429 431 437 rBV 221197 251883 9.37% 1.911%
7 6.673 442 445 447 rBvVY 893174 1009105 37.54% 7.657%
8 7.084 479 481 493 rBVY 520077 800020 29.76% 6.071%
9 7.736 535 538 542 rBvY 787211 875731 32.58% 6.645%
10 7.805 542 544 546 rVV 289694 317988 11.83% 2.413%
11 8.216 577 580 590 rvB 63044 79638 2.96% 0.604%
12 8.879 635 638 641 rBVY 1562809 1473193 54.80% 11.179%
13 9.279 671 673 682 rvVB 71290 65654 2.44% 0.498%

14 9.542 694 696 699 rBvV 412573 364827 13.57% 2.768%
15 10.330 763 765 767 rBV 515950 615184 22.89%% 4.668%

16 10.616 788 790 794 rBV 135597 155957 5.80% 1.183%
17 10.685 794 796 804 rvv2 69334 190122 7.07% 1.443%
18 11.016 823 825 840 rBV 243214 274761 10.22% 2.085%
19 12.594 961 963 966 rBV 967958 922572 34.32% 7 .000%
20 13.634 1051 1054 1060 rBV 216222 242323 9.01% 1.839%

21 14.960 1168 1170 1180 rBV 209007 264861 9.85% 2.010%

Sum of corrected areas: 13178688
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF073016\

BF089432.D

30 Jul 2016 2:41

UM/SsJ

H4221-17

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

GW-46-10.0-15.0

Abundance

1400000
1200000
1.68
1000000
800000
600000

400000

200000

TIC: BF089432.D

5.08
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6.17
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7.08

O+
Time-->

4.50 5.00
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o
2.00
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3.50

4.00
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1400000

1200000

1000000

800000

600000

400000

200000

Or——

7.74

7.80

TIC: BF089432.D
8/88

10.33
9.54

12.59

Time-->

10.00

S |
|?\/\

10.50 11.00

11.50

12.00

12.50

13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

B.63
200000

04—

TIC: BF089432.D

14.96

Time-->

16.00 16.50 17.00
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15.00 15.50

17.50

18.00
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19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\

Data File : BF089432.D

Acg On : 30 Jul 2016 2:41

Operator : UM/SJ

ﬁ?ggle i H4221-17 GW-46-10.0-15.0
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.62 9.73 ng 122520 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 265 (4.616 min): BF089432.D (-263) (-) m/z 43.10 100.00%
a3
59
5000
101 IS S
| 83 420 4.40 4.60 4.80 5.00
"W”'W””I””w'”PJ'P”W'”W”'W””I””P'”P”'P”W'“W m/z 59.10 62.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR R LN
59 420 440 4.60 4.80 5.00
m/z 101.10 23.93%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480 500
5000 M m/z 58.10 16.76%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R BE S L
43 420 4.40 4.60 4.80 5.00
m/z 41.10 9.50%
5000
101
15 58
L 60 84 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.20 4.40 4.60 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\

Data File : BF089432.D

Acg On : 30 Jul 2016 2:41

Operator : UM/SJ

ﬁ?ggle i H4221-17 GW-46-10.0-15.0
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
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 3 unknown6.28 Concentration Rank 2

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

6.28 91.53 ng 1152710 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 411 (6.284 min): BF089432.D (-409) (-) m/z 132.00 100.00%
5000 68 ‘
40 54 %6 6.00 6.20 6.40 6.60
fer eS| m/z 68.10 39.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
21 78 m/z 134.00 33.38%
I'J'NllJl'l'l"l""lﬂ"'l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 6.40 6.60
5000 gg 116 m/z 66.10 25.42%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.00 6.20 6.40 6.60
m/z 69.05 16.11%
117
5000
29 91
A Al
| N | ! \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 6.00 6.20 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\

Data File : BF089432.D

Acg On : 30 Jul 2016 2:41

Operator : UM/SJ

ﬁ?ggle i H4221-17 GW-46-10.0-15.0
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4

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

7.74 55.08 ng 875731 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Di-sec-butyl ether 130 C8H180 006863-58-7 50
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50

Abundance Scan 538 (7.736 min): BF089432.D (-535) (-) m/z 57.10 100.00%
4 q7
5000 A\_
8 100 L 1a 740 7.60 7.80 8.00
e e m/z 45.10 98.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45 57
5000 29
7.40 7.60 7.80 8.00
75 m/z 41.10 40.75%
19 ‘ 87 100
"P'”\”'W'”JP'”I“'ww”'ﬂd”I”J“'”'W'”I”%ﬁg”}?%'&4ﬁI”'&ﬁqﬁ'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
45 57
740 7.60 7.80 8.00
5000 m/z 75.10 20.78%
29
® e 100
119 132 144 163
mmmmrﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8872: Ethylene glycol monoisobutyl ether e
57 740 7.60 7.80 8.00
45 m/z 56.10 16.30%
5000
29 75
87
"P'%?'”'P'”I'”'P'“I'”'P'”I'”'P'E?Q"P'”I“"P'“I”"P'”I“'W' A I R ""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\

Data File : BF089432.D

Acg On : 30 Jul 2016 2:41

Operator : UM/SJ

ﬁ?ggle i H4221-17 GW-46-10.0-15.0
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
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 Benzoic acid, hexyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.62 11.35 ng 155957 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, hexyl ester 206 C13H1802 006789-88-4 50
2 Pentanal, 5-(benzoyloxy)- 206 C12H1403 055162-83-9 50
3 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 47
4 Benzoic acid, l-methylethyl ester 164 C10H1202 000939-48-0 43
5 1,2(4H)-0Oxazine-3-ol, 5,6-dihydr... 219 C11H9NO4 1000253-25-6 43
Abundance Scan 790 (10.616 min): BF089432.D (-788) (-) m/z 105.00 100.00%

105
5000
i
123 —v—v—v—v—rv—v—ﬁ'J

45 59 10.40 10.60 10.80 11.00
163
...,....,'--.'.'..",...'.,.5?9..,'..:i'|....,.1.4?.,....,..1.9.4,.... m/z 77.10 34.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65902: Benzoic acid, hexyl ester
105 123
5000 77 LI L L B
10.40 10.60 10.80 11.00
56 m/z 123.00 17.97%
41
29 e | | 135 149 163 189 206
L B o I L o e e e e B EEE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105

10.40 10.60 10 80 11.00
5000 77 m/z 59.10  9.61%

123
51
4l 178
L B o e o o BN e o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance : i i

#43819: Benzoic acid, 2-methylpropy! ester LI e e B e
105 1040 10 60 1080 11. 00

m/z 72.10 9.34%

5000 77 123
56
18 29 fl | 91 | 135 163

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\BF073016\

Data File : BF089432.D

Acg On : 30 Jul 2016 2:41

Operator : UM/SJ

ﬁ?ggle i H4221-17 GW-46-10.0-15.0
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
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 Benzoic acid, 1-methylethyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.68 13.84 ng 190122 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 1l-methylethyl ester 164 C10H1202 000939-48-0 55
2 Butyl benzoate 178 C11H1402 000136-60-7 43
3 n-Propyl benzoate 164 C10H1202 002315-68-6 43
4 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 38
5 Benzoic acid, pent-2-yl ester 192 C12H1602 039180-02-4 38
Abundance Scan 796 (10.685 min): Bng)89432.D(—794) ) m/z 105.00 100.00%
105
59
5000 77
123

164 10.40 10.60 10.80 11.00

....,....,.|.|..',....-,..9.1.,.'...,|..1.3.5,....,'.|...,.. m/z 59.10 71.32%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33388: Benzoic acid, 1-methylethyl ester
105

5000: LI
77 123 10.40 10.60 10.80 11.00

m/z 77.05 41.27%

59
164
15 27 M ] Lo | \‘ 149
miz--> 20 40 e'o 80 100 120 140 160 180
Abundance
105

123 1040 10,60 10.80 11.00
5000 77 m/z 103.10 35.77%
56
M
15 29 66 91 135 149 161 178
MY i -1 B M S . A N e
miz--> 20 40 60 8 100 120 140 160 180
Abundance #33255: n-Propyl benzoate S ELA'Y | W
105 1040 10,60 10.80 11.00

m/z 123.00 29.62%

5000 " 123
51
15 20 4 A 65 . 91 | 135 147 164

m/z--> 20 40 60 80 100 120 140 160 180 10 40 10 60 10 80 11. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\

Data File : BF089432.D

Acg On : 30 Jul 2016 2:41

Operator : UM/SJ

3?22'6 i H4221-17 GW-46-10.0-15.0
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.62 9.7 ng 122520 1 6.51 251883 20.0
unknown6 .28 6.28 91.5 ng 1152710 1 6.51 251883 20.0
Ethanol, 2-(2-but... 7.74 55.1 ng 875731 2 7.80 317988 20.0
Benzoic acid, hex... 10.62 11.4 ng 155957 4 11.02 274761 20.0
Benzoic acid, 1-m... 10.68 13.8 ng 190122 4 11.02 274761 20.0
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