LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM102318\
Data File : BM017297.D
Acq On : 23 Oct 2018 22:42 Instrument :
Operator : MJ/SJ EFAﬁg ol

- - lentosampleld :
a?zgle : J5604-05 MS-VB-29736-BOX-2
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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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

5.175 363 372 385 rBV 5451297 7645938 3.33% 2.023%
5.398 402 410 420 rVB 1481303 3067447 1.34% 0.812%
rBvV2 41963368 229529716 100.00% 60.729%
6.845 649 656 665 rvB2 1422352 2641160 1.15% 0.699%
7.204 708 717 726 rBV 4296286 6666288 2.90% 1.764%

abrwNPE
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7.975 841 848 855 rvB 3721236 5930170 2.58% 1.569%
8.816 951 991 995 rBV2 8304459 47976262 20.90% 12.694%
10.433 1257 1266 1272 rBV 1613152 2732050 1.19% 0.723%
11.698 1472 1481 1489 rBV4 1076765 3083291 1.34% 0.816%
12.916 1681 1688 1694 rBY 7100271 10213755 4._.45% 2.702%

=
QO ~NO®

11 13.263 1742 1747 1761 rVB 3752443 5907645 2.57% 1.563%
12 14.298 1918 1923 1930 rVB2 2016396 3106289 1.35% 0.822%
13 14.721 1989 1995 2003 rBV3 1656336 2955697 1.29% 0.782%
14 15.798 2171 2178 2183 rBV 5111466 7343556 3.20% 1.943%
15 15.851 2183 2187 2194 rVV 4332088 6049121 2.64% 1.600%

16 17.051 2386 2391 2398 rVB 2297793 3281016 1.43% 0.868%
17 17.909 2532 2537 2542 rVV 4597679 5870189 2.56% 1.553%
18 17.962 2542 2546 2553 rVB 1877816 2361053 1.03% 0.625%
19 19.592 2819 2823 2829 rVB 3354709 3836613 1.67% 1.015%
20 19.692 2834 2840 2845 rBV 8600386 10682172 4._.65% 2.826%

21 21.244 3099 3104 3109 rBV 2736218 3501860 1.53% 0.927%
22 23.456 3474 3480 3493 rVB 1894217 3577358 1.56% 0.946%

Sum of corrected areas: 377958646
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On - 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
4e+07

3e+07

2e+07

le+07

5.17
5.40

TIC: BM017297.D

8.82

7.97

7.20
6.85 A 10.43 11.7
A

0
Time--> 3.00

350 400 450 5.00 550

I I I
10.00 10.50 11.00 11.50

I
6.00 6.50 7.00 750 8.00

8.50 9.00 9.50

Abundance
4e+07

3e+07

2e+07

le+07

12.92
13.26

14.30 14.72

TIC: BM017297.D

19.69

17.91
1r.96

19.99

17.05
A

Time-->

b
12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
4e+07

3e+07

2e+07

le+07

0

21.24

N A

TIC: BM017297.D

23.46

Time-->

21.00 21.50 22.00 2250 23.00

23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 unknown5.17 Concentration Rank 5

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

5.17 25.79 ng 7645940 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,3-Dimethylbutane-2-ol 102 C6H140 000464-07-3 45
2 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 38
3 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 25
4 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 25
5 1-Propanol, 2,2-dimethyl-, nitrate 133 C5H11NO3 000926-42-1 23

Abundance Scan 371 (5.169 min): BM017297.D (-363) (-) m/z 57.10 100.00%
g7
41
5000
87
73 480 5.00 5.20 5.40 5.60
Obrrrprrre e b e e reroa0r 22t 28l Tm/z  41.10  54.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4369: 3,3-Dimethylbutane-2-ol
57
4
5000 L N R UL
87 480 5.00 5.20 5.40 5.60
m/z 87.10 27 .84%
0 | LWLl ‘}1 ‘ 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
480 5.00 520 540 5.60
5000 41 m/z 45.00 11.16%
27
o 73 87 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2095: l—PropanoI, 2,2—dimethy|— L L L L L B B
57 480 5.00 5.20 5.40 5.60
m/z 39.00 11.11%
5000 41
73
2\\ ‘ 88
| L
O vl e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 Phenol, 2-fluoro- Concentration Rank 12

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

5.40 10.35 ng 3067450 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-fluoro- 112 C6H5FO0 000367-12-4 90
2 Phenol, 4-fluoro- 112 C6H5FO0 000371-41-5 30
3 Phenol, 3-fluoro- 112 C6H5FO0 000372-20-3 12
4 1,4-Cyclohexanedione 112 C6H802 000637-88-7 10
5 Pyridine, 1,2,3,6-tetrahydro-1-n... 112 C5H8N20 055556-92-8 10

Abundance Scan 410 (5.398 min): BM017297.D (-402) (-) m/z 112.00 100.00%
112
64
5000
92 SR G—
38 sm mosmswosm
0 ! e e e e rerreene || M/Z 64.00 57820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6180: Phenol, 2-fluoro-
112
64
5000 RN B RN
5.00 5.20 5.40 5.60 5.80
92 m/z 63.00 29.29Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
112

5.00 5.20 5.40 5.60 5.80

5000 m/z 92.00 26.96%
83
57
ol.17 31 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6182: Phenol, 3-fluoro- T A L B
112 500 520 540 560 580

m/z 83.10 19.34%

5000
84
39 64 ‘
0 25 f \‘ “ | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 500 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 3 Ethanol, 2-butoxy- Concentration Rank 1

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

5.89 774.11 ng 229530000 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
2 4-Heptanol, 3,5-dimethyl- 144 C9H200 019549-79-2 50
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 47
4 4,5-Octanediol, 3,6-dimethyl- 174 C10H2202 1000153-21-1 38
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 38

Abundance Scan 494 (5.893 min): BM017297.D (-467) (-) m/z 57.05 100.00%
g7
5000 87 ﬂ
3 560 580 600 620
ob——— il AL Ll (118135 165 191209 265 34 "m/z 45.05 72.70%
m/z--> 50 100 150 200 250 300
Abundance #8549: Ethanol, 2-butoxy-
57
5000 R A R R
5.60 5.80 6.00 6.20
29 87 m/z 41.05 67.58%
O....l....|.11.8..|....|....|....|....|
m/z--> 50 100 150 200 250 300
Abundance
45
87 R U R R
5.60 5.80 6.00 6.20
5000 69 m/z 87.10  48.42%
27
UL s [ L L L WL |
m/z--> 50 100 150 200 250 300
Abundance #4370: 3,3—Dimethy|butane—2—0| LI L L L L B
57 5.60 5.80 6.00 6.20
m/z 75.10 17.87%
5000
87
29
0 I S S SR S SN R R R R
m/z--> 50 100 150 200 250 300 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 4 unknown7.20 Concentration Rank 7

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

7.20 22.48 ng 6666290 1,4-Dichlorobenzene-d4 7.66
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 716 (7.198 min): BM017297.D (-708) (-) m/z 132.00 100.00%
32
5000 68
6 e
54 | 75 104 6.80 7.00 7.20 7.40 7.60
o..,....,....,...:ll.l..?,:! ??:.-.'....,..?‘.7,....,....,.1.1:‘3.,....,'...,.. m/z 68.10 41.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I U R
6.80 7.00 7.20 7.40 7.60
3 78 m/z 134.00 31.71%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.05 26 .83%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole P
132 6.80 7.00 7.20 7.40 7.60

m/z 69.05 17.00%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 6 3-Oxabicyclo[3.3.0]Joctan-2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.70 22.57 ng 3083290 Naphthalene-d8 10.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Oxabicyclo[3.3.0]octan-2-one, ... 138 C8H1002 1000152-82-0 59
2 Bicyclo[3.2.0]hept-2-ene, 2-methyl- 108 C8H12 094122-58-4 59
3 Bicyclo[2.2.1]hept-2-ene, 1-methyl- 108 C8H12 000822-73-1 59
4 Bicyclo[2.2.2]oct-2-ene 108 C8H12 000931-64-6 59
5 Bicyclo[2.2.1]hept-2-ene, 2-methyl- 108 C8H12 000694-92-8 59
Abundance Scan 1481 (11.698 min): BM017297.D (-1472) (-) 80.05 100.00%
8p
5000
39

6 117 160 11.40 11.60 11.80 12.00

ol o7 117133 208 251 281 341 n/z 79.10 40 _.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #16768: 3-Oxabicyclo[3.3.0]octan-2-one, 6-methylene
80
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'_

5000
11.40 11.60 11.80 12.00
m/z 66.05 36.27%

138
o O L~ }ig..”‘”....“,”....” RS-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
80
R ARRAEE A
11.40 11.60 11.80 12.00
5000 m/z 77.00 13.53%
39
o 63 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #5371: Bicyclo[2.2.1]hept-2-ene, 1-methyl- T T
8l 11. 40 11. 60 11. 80 12. OO

m/z 39.00 13.11%

5000
39
6 108

0! R R e e e e EEEms

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 40 11. 60 11. 80 12. OO

8270-BM101718.M Wed Oct 24 17:18:15 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 unknownl3.26 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.26 38.04 ng 5907650 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxyacetic acid, 6-ethyl-3-oc... 230 C13H2603 1000282-69-8 27
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 14
3 Octane, 4-methyl- 128 C9H20 002216-34-4 14
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 11
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 10

Abundance Scan 1747 (13.263 min): BM017297.D (-1742) (-) m/z 43.05 100.00%

43 57

5000

13.00 13.20 13.40 13.60

(o} m/z 57.10 96.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76238: Methoxyacetic acid, 6-ethyl-3-octyl ester
45
71 g5
5000
13.00 13.20 13.40 13.60
29 m g m/z 45.05 89.11%
0....,.d.ﬂﬂ..lun: ﬁ.h:“Ja.ﬁ%T.ﬂ..%ﬁg%Y? L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
I Eam e
29 13.00 13.20 13.40 13.60
5000 71 m/z 55.05 69.61%
85
L1 1111 26140154168 1g5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12259: Octane, 4-methyl- RN e e S R
43 13.00 13.20 13.40 13.60
m/z 41.10 67.84%
85
71
5000 57
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13 20 13. 40 13.60

8270-BM101718.M Wed Oct 24 17:18:16 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM102318\
Data File : BM017297.D

Acq On : 23 Oct 2018 22:42

Operator : MJ/SJ

Sample - J5604-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 8 Tetracyclo[4.2.1.0(3,7).0(2... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.72 19.03 ng 2955700 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracyclo[4.2.1.0(3,7).0(2,9)]In... 174 C13H18 1000164-31-2 64
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 49
3 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 46
4 Pentacyclo[5.2.1.0(1,5).0(5,9).0... 132 C10H12 1000185-59-0 45
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 42
Abundance Scan 1995 (14.721 min): BM017297.D (-1989) (-) m/z 117.10 100.00%
1 1
5000
188 14.40 14.60 14.80 15.00
0 202 221 m/z 131.10 97.60%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38747: Tetracyclo[4.2.1.0(3,7).0(2,9)]non-4-ene, 4-butyl-
117
131
5000
91 174 14.40 14.60 14.80 15.00
m/z 174.10 66.97%
JL 27 4 s3es 7 | 0 145450 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
131
105 118 14.40 14.60 14.80 15.00
5000 m/z 118.05 58.00%
91 174
41 77 159
o 27 55 66 143
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20662: 2-Propenal, 3-(4-methylphenyl)-
131 14.40 14.60 14.80 15.00
m/z 91.10 54 .91%
5000 91 15 146
39 65 103
51 77 ‘
o | Tt
mz-> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 9 unknownl5.85 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.85 36.87 ng 6049120 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Dodecanol 186 C12H260 010203-28-8 35
2 2-Hexadecanol 242 C16H340 014852-31-4 35
3 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 30
4 Propanoic acid, 2-methyl-, decyl... 228 C14H2802 005454-22-8 25
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 22

Abundance Scan 2187 (15.851 min): BM017297.D (-2183) (-) m/z 45.10 100.00%

45 q
5000

119 140
157171184 199213 228 1> 60 1> 80 16. OO 16 20

01 m/z 57.10 70.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46849: 2-Dodecanol
45
5000 LI L L L L L L

69 15.60 15.80 16.00 16.20
83 97 m/z 43.05 66.67%

29
RETH Mlo5140 168
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
45

15.60 15. 80 16. OO 16.20

5000 m/z 71.05 40.21%
29 69 83 o7
111455
ol 15 139153167 182196 224
L A Ea
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116748: Decane, 1,1'-oxybis-
43 15.60 15.80 16.00 16.20
71 85 m/z 89.05 39.73%
5000
29
ol 15 “ ‘ 157171185199213227 255
”.“.”,“. : R e BEmma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 10 Hexagol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.91 35.78 ng 5870190 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexagol 282 C12H2607 002615-15-8 62
2 Pentaethylene glycol 238 C10H2206 004792-15-8 50
3 Ethanol, 2,2"-[oxybis(2,1l-ethane... 194 C8H1805 000112-60-7 43
4 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 38
5 Diisopropyl ether 102 C6H140 000108-20-3 38

Abundance Scan 2537 (17.909 min): BM017297.D (-2532) (-) m/z 45.00 100.00%

5000

|

17. 60 17. 80 18. OO 18 20

184
0 163 1201 228 252 283 m/z 57.05 53.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107065: Hexagol A/k
45
5000 AR AR ARBAR AR
89 17. 60 17. 80 18. OO 18 20
m/z 43.10 52.52%

o

|72 ‘114 \ 151 177195 239 282
S CANN S LR HN—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
45

17. 60 17. 80 18. OO 18.20

5000 m/z 89.05 41.64%
89
o 2 72 | 107 133 163 195 219
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #52372: Ethanol, 2,2'-[oxybis(2,1-ethanediyloxy)]bis- T P T T
45 17. 60 17. 80 18. OO 18 20

m/z 71.10 30.78%

5000
89
il A

R SR e e

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 11 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.96 14.39 ng 2361050 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2546 (17.962 min): BM017297.D (-2542) (-) m/z 73.00 100.00%
43
5000 129
o7 213 e
| 1T711?5 | o 20 e - 17.60 17.80 18.00 18.20
o M o L L Loy 1231 | 281 3% /o7 60.00  81.90%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43
5000 256
129 17.60 17.80 18.00 18.20
. 213 m/z 43.10 80.94Y%
185
0 — “: \\ u H‘“ hH \u‘\ | I\ ‘: I‘ I‘Iml |“ . ‘:23|8 ‘: —
m/z--> 150 200 250 300 350
Abundance
73
43 17.60 17.80 18.00 18.20
5000 129 m/z 41.10 67.21%
171
97 214
o 152
m/z--> o 'go" ' 160" "150" "200" ' 550" ' 560" "3éo
Abundance #75072: Tetradecanoic acid T e
78 17.60 17.80 18.00 18.20
43 m/z 57.10 67.19%
5000 129
185
228
0<15 H‘ iHh‘ |‘157‘ ‘.‘2:.[1.“.. e ——— aaar L
m/z--> 50 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On = 23 Oct 2018 22:42

Operator : MJ/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 12 Heptaethylene glycol monodo... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.59 21.91 ng 3836610 Chrysene-d12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptaethylene glycol monododecyl... 494 C26H5408 003055-97-8 72
2 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 72
3 Pentaethylene glycol 238 C10H2206 004792-15-8 68
4 Heptaethylene glycol 326 C14H3008 005617-32-3 64
5 Hexagol 282 C12H2607 002615-15-8 64
Abundance Scan 2823 (19.592 min): BM017297.D (-2819) (-) m/z 45.05 100.00%
45
89
5000
6 133 19.20 19.40 19.60 19.80 20,00
11
-3 fyfy 103184207 243 272 385 A0l | n/5 89.10  56.98%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #168278: Heptaethylene glycol monododecy! ether
45
89
5000 AN UM RN BN B
133 19,20 19.40 19.60 19.80 20.00
m/z 43.05 49_15%

Tl |
15 177
o LA Jﬁ Uttt | a5 17 213235257 01327 3e1 407
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
45

19 20 19. 40 19. 60 19. 80 20.00

5000 - m/z 57.10 46.33%
ol 15 111 166 191213 257 287 319 363 407
LA B L e s LA
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #80589: Pentaethylene glycol N B i e B
45 19.20 19.40 19.60 19.80 20.00

m/z 71.05 27 .71%

89
5000
0 B ) 169 | o 133 163 105 239

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 0 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM102318\

Data File : BM017297.D

Acq On : 23 Oct 2018 22:42

Operator : MJ/SJ

3?22'6 i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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]
unknown5.17 5.17 25.8 ng 7645940 1 7.66 5930170 20.0
Phenol, 2-fluoro- 5.40 10.4 ng 3067450 1 7.66 5930170 20.0
Ethanol, 2-butoxy- 5.89 774.1 ng 229530000 1 7.66 5930170 20.0
unknown? .20 7.20 22.5 ng 6666290 1 7.66 5930170 20.0
3-Oxabicyclo[3.3.... 11.70 22.6 ng 3083290 2 10.43 2732050 20.0
unknownl13.26 13.26 38.0 ng 5907650 3 14.30 3106290 20.0
Tetracyclo[4.2.1.... 14.72 19.0 ng 2955700 3 14.30 3106290 20.0
unknown15.85 15.85 36.9 ng 6049120 4 17.05 3281020 20.0
Hexagol 17.91 35.8 ng 5870190 4 17.05 3281020 20.0
n-Hexadecanoic acid 17.96 14.4 ng 2361050 4 17.05 3281020 20.0
Heptaethylene gly... 19.59 21.9 ng 3836610 5 21.24 3501860 20.0
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