LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102318\
Data File : BG037502.D
Aca On - 24 Oct 2018 8:58 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- _ lentosampleld :
a?zgle : J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 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: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.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 5.544 376 384 395 rBVY 1218715 1993520 3.90% 2.017%
2 5.750 410 419 429 rVB 337449 791650 1.55% 0.801%
3 6.267 480 507 511 rBV2 9201600 51142950 100.00% 51.756%
4 7.254 663 675 685 rBV2 360722 761781 1.49% 0.771%
5 7.636 730 740 749 rBV 889412 1615013 3.16% 1.634%

8.429 868 875 894 rVB 716576 1359208 2.66% 1.375%
9.281 970 1020 1030 rBV2 2541728 17706294 34.62% 17.918%
10.926 1293 1300 1308 rVB 342725 652189 1.28% 0.660%
279934 811302 1.59% 0.821%
13.359 1708 1714 1723 rBV 1647410 2697243 5.27% 2.730%
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11 13.676 1762 1768 1772 rBV 987550 1556601 3.04% 1.575%
12 14.739 1943 1949 1957 rVB2 536484 887361 1.74% 0.898%
13 15.151 2013 2019 2026 rBV2 498935 900984 1.76% 0.912%
14 16.238 2195 2204 2210 rBV2 2000038 4000983 7.82% 4.049%
15 17.483 2411 2416 2422 rBV2 631231 1024846 2.00% 1.037%

16 18.300 2550 2555 2560 rBV 1488804 2034344 3.98% 2.059%
17 18.347 2560 2563 2576 rVB3 430598 625063 1.22% 0.633%
18 19.957 2833 2837 2848 rVB 1087233 1389693 2.72% 1.406%
19 20.086 2853 2859 2865 rVB 2448811 3299875 6.45% 3.339%
20 21.349 3069 3074 3089 rVB2 493305 1120128 2.19% 1.134%

21 21.772 3140 3146 3154 rVB 627395 1104537 2.16% 1.118%
22 25.104 3702 3713 3730 rVB3 387837 1340723 2.62% 1.357%

Sum of corrected areas: 98816288
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On : 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial :© 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG037502.D
27
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4000000

9.28
2000000
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5.75 7.25 10.93 12.19
) ERERDNERNEENER SRS | S, R I/ VN | HISESE.7 SR S A S S S

Time--> 350 4.00 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 1000 1050 1100 11.50 1200 1250
Abundance TIC: BG037502.D
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TIC: BG037502.D

Time-->
Abundance
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.54 Concentration Rank 4

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

5.54 29.33 ng 1993520 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 45
2 1-Propanol. 2.2-dimethvl- 88 C5H120 000075-84-3 38
3 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 38
4 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 36
5 n-Butyl ether 130 C8H180 000142-96-1 36

Abundance Scan 383 (5.538 min): BG037502.D (-376) (-) m/z 57.00 100.00%
57.0
5000 41.0
87.0 M
73.0 115.9 520 5.40 5.60 5.80
) S 4 1 NSS! 1S R PMMN—— 1 . m/z 41.00 47.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4468: 3,?_;—Dimethy|butane—2—0|
45.0 510
5000 U R U R
87.0 520 5.40 5.60 5.80
29.0 69.0 m/z 87.00 23.26%
| Ay ‘ 1020
mz> 1o 20 30 4 50 6 7o 8 9 106 110 130
Abundance #2127: 1-Propanol, 2,2-dimethyl-
57.0
520 540 560 580
5000 m/z 45.00 10.07%
41.0
29.0
73.0
15.0 \‘\ LU, ‘ ‘ 88.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4321: Propanoic acid, 2,2-dimethyl- TR R
57.0 520 5.40 5.60 5.80
m/z 39.00 8.65%
5000 41.0
29.0
15.0 L., 690 87.0  102.0
m/z--> 10 20 3'0 4'0 50 60 70 80 9'0 100 110 120 520 5.40 5.60 5.80

8270-BG101818.M Wed Oct 24 15:26:10 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenol, 2-fluoro- Concentration Rank 12

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

5.75 11.65 ng 791650 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-fluoro- 112 C6H5FO0 000367-12-4 94
2 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 22
3 5-Azacvtosine 112 C3H4N40 000931-86-2 9
4 1H-Tetrazaborole. 4.5-dihvdro-1.... 112 C3H9BN4 020546-18-3 9
5 Ethyl Chloride 64 C2H5CI 000075-00-3 9

Abundance Scan 419 (5.750 min): BG037502.D (-410) (-) m/z 112.00 100.00%
11p.0
64.0
5000
83.092'0 L L
38.0 50.0 73.0 | 5.40 5.60 5.80 6.00
...“.”,.”.“.sm.”.yn!nwm.“..wn”.,”.w.”.,h.w. m/z 64.00 65.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6352: Phenol, 2-fluoro-
64.0 11p.0
5000 AL RN RN LSRR

540 560 580 6.00
83092'O m/z 63.00 30.73%

20 o 0. || oo 10
...,....,....,.... T ...,....,....,....,....,...,.
m/z--> 10 20 30 40 50 80 90 100 110 120
Abundance #6353: Phenol, 4 quoro
112.0

5.40 5.60 5.80 6.00

5000 m/z 91.95 24 .18%
83.0
57.0
180 3L0 450 [, 730 ‘ 94.0 ‘

R e R e AR RRma S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6197: 5-Azacytosine R B E e

112.0 540 560 580 600

m/z 57.00 18.21%

5000
43.0

28.0 69.0
180 | 530 . 80 999

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethanol, 2-butoxy- Concentration Rank 1

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

6.27 752.54 ng 51143000 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 72
2 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 53
3 4.5-Octanediol. 3.6-dimethvl- 174 C10H2202 1000153-21-1 38
4 Hexane. 3-methoxv- 116 C7H160 054658-01-4 33
5 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 33

Abundance Scan 508 (6.273 min): BG037502.D (-480) (-) m/z 57.05 100.00%
51.0
5000
87.0
e
6.00 6.20 6.40 6.60
0 a0 2069 o Taa 95 72, 730
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8820: Ethanol, 2-butoxy-
57.0
5000 41.0 L L LR UL UL
6.00 6.20 6.40 6.60
87.0 m/z 41.05 62.27%
15.0 . | . 1180
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4467: 3,3-Dimethylbutane-2-ol
57.0
1 600 620 6.40 6.60
5000 m/z 87.00 35.24%
87.0
e L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40914: 4,5-Octanediol, 3,6—dimethy|— L L L L L L B L
48.0 6.00 6.20 6.40 6.60
m/z 56.05 22 .90%
87.0 //\
5000 69.0
"'w"'|"“|'"'|“"|'}}iq'"|“"|"'w""|'“' IR UL R R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.64 Concentration Rank 7

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

7.64 23.76 ng 1615010 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 741 (7.642 min): BG037502.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 SR ASREE RARAS RARNE AN
40.0 54.0 J 7.40 7.60 7.80 8.00
0 ag8 | a0 o m/z 68.00 41.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL IR UL U
7.40 7.60 7.80 8.00
310 510 m/z 133.90 33.18%
'J'%I!J!'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 27 .63%
"'M |'§%0'k”7%?'“8§P'J| J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.37%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T  EREENEREEE S SR
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl2.19 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.19 24 .88 ng 811302 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Thept-5-ene-2-carbo... 119 C8HON 000095-11-4 41
2 3-Oxabicvclol3.3.0loctan-2-one. ... 138 C8H1002 1000152-82-0 38
3 Bicvclol2.2.27oct-2-ene 108 C8H12 000931-64-6 38
4 Bicvclol3.2.01hept-2-ene. 2-methvl- 108 C8H12 094122-58-4 38
5 Bicyclo[2.2.1]hept-2-ene, 1-methyl- 108 C8H12 000822-73-1 38
Abundance Scan 1515 (12.189 min): BG037502.D (-1507) (-) m/z 80.00 100.00%
8d.0
66.0
5000
30 530 d 970 117.0 132 01450 160.0 11.80 12.00 12.20 12.40 12.60
e I m/z 66.00 74.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9147: Bicyclo[2.2.1]hept-5-ene-2-carbonitrile
66.0
5000 UL UL BRI BRI
11,80 12.00 12.20 12.40 12.60
39.0 m/z 79.00 37 .98%
13.0 26,0 52.0 91.0 104.0 119.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17395: 3-Oxabicyclo[3.3.0]octan-2-one, 6-methylene
8d.0
11,80 12.00 12.20 12.40 12.60
5000 m/z 82.95 25.71%
e B0 660 | 630 1001550 180
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5433: Bicyclo[2.2.2]oct-2-ene
80.0 11.80 12.00 12.20 12.40 12.60
m/z 91.00 16.88%
108.0
39.0
260 |, 540 67\0 930
m/z--> 10 20 30 40 50 60 70 80 9'0 100 110 120 130 140 150 160 | 1180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl3.68 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.68 35.08 ng 1556600 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decan-2-vl ethvl carbonate 230 C13H2603 1000373-78-9 47
2 Methoxvacetic acid. 6-ethvl-3-oc... 230 C13H2603 1000282-69-8 47
3 1-Decene 140 C10H20 000872-05-9 46
4 Decane. 1-fluoro- 160 C10H21F 000334-56-5 46
5 Cyclodecane 140 C10H20 000293-96-9 41
Abundance Scan 1769 (13.682 min): BG037502.D (-1762) (-) m/z 43.00 100.00%
43.0

—

5000 710
97.0
1401 TR0 1360 1950 1400
A0 L L 1590 1830 ' “n/z 57.00 93.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85973: Decan-2-yl ethyl carbonate
45.0
5000 690 L0
: 13.40 13.60 13.80 14.00
m/z 45.00 87.42%
21 185.0 215.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85986: Methoxyacetic acid, 6-ethyl-3-octyl ester
45.0
iia B e
71.0 13.40 13.60 13.80 14.00
5000 m/z 55.00 62.09%
111.0
141.0
27/0 ‘
S O Y -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17936: 1-Decene T TR
55.0 13.40 13.60 13.80 14.00
m/z 41.00 51.79%
5000 83.0
29.0
|t o
”.,.:”i..J,.Hh.ﬁh.llnh.,.”.}..”,...w....,”..,. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl5.15 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.15 20.31 ng 900984 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 46
2 2-Propenal. 3-(4-methvlphenvl)- 146 C10H100 001504-75-2 46
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 46
4 Azulene. 1.2.3.3a-tetrahvdro- 132 C10H12 033877-87-1 38
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 38

Abundance Scan 2019 (15.151 min): BG037502.D (-2013) (-) m/z 117.00 100.00%

11

5000

14.80 15.00 15.20 15.40
m/z 131.00 81.69%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

146.0

5000 105.0 14.80 15.00 15.20 15.40

91.0 m/z 173.95 60.01%

39.0 63.0 77.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131.0

14.80 15.00 15.20 15.40
5000 o1 m/z 117.95  56.54%
115.0 146.0
39.0 65.0 ‘
o o e
.

1 ‘w‘
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 14.80 15.00 15.20 15.40
146.0 m/z 91.00 48.49%
5000 105.0
91.0
m/z--> 20 40 60 80 100 120 140 160 180 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.30 39.70 ng 2034340 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 52
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 50
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 50
2-T2-12-12-12-12-12-12-(2-Hvdrox. .. 414 Ci8H38010 1000352-12-5 50
5 Tetraethyleneglycol monomethylether 208 C9H2005 023783-42-8 47
Abundance Scan 2555 (18.300 min): BG037502.D (-2550) (-) m/z 45.00 100.00%

43.0
5000

18. 00 18 20 18. 40 18. 60

111.0 140.1143 0184.1506.1 229.0

01 m/z 43.00 53.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol
45.0
5000 890 LA L L L L N L L L

18.00 18.20 18.40 18.60
m/z 57.00 53.25%

190 || 7. 133.0 163.0 188.0
R LAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165401: Heptaethylene glycol
45.0
ST R
18.00 18.20 18.40 18.60
5000 m/z 88.95 35.88%
89.0
190 | 670 | 1330 1770 207.0 239.0 267.0
A L R RAARS AT s oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91748: Pentaethylene glycol P T T T
45.0 18. 00 18 20 18. 40 18. 60

m/z 71.00 26.29%

5000
89.0
w670 | 1350 1680 2080 2399

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 00 18 20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.35 12.20 ng 625063 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 2564 (18.353 min): BG037502.D (-2560) (-) m/z 73.00 100.00%
43.0 73.0
5000 jJ\\M“
129.0
97.0 185.0 2131 AU AR AR
' 157.0 ' %ﬁﬁl 18100 1820 18.40 18.60
- m/z 60.00 97 .35%

(o]
o

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
.0

5000 129.0 L B e e
‘J‘“%.O

18.00 18.20 18.40 18.60
60 | M/z 43.00 84.53%

157.0 1g50 213.0

N
ém
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
18. OO 18 20 18. 40 18.60
5000 129.0 m/z 55.00 74.28%
15.0 77,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid B s e e

60.0 18. OO 18 20 18. 40 18 60

m/z 57.00 72 .63%

5000 129.0
29.0 85.0 157.0
200.0
W h‘\ MHQ\O . ‘ | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. OO 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentaethylene glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.96 25.16 ng 1389690 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol 238 C10H2206 004792-15-8 68
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 64
3 Hexaethvlene alvcol 282 C12H2607 002615-15-8 64
2-T2-12-12-12-12-12-12-12-12-(2-. .. 502 C22H46012 1000352-13-2 64
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 1000352-12-6 59
Abundance Scan 2838 (19.963 min): BG037502.D (-2833) (-) m/z 45.00 100.00%
48.0
5000 89.0 N
R e e
133.0 19.60 19.80 20.00 20.20
168.9
0 ooy =20 2009 24502751 %48 sz 89.00  47.96%
m/z--> 50 100 150 200 250 300 350
Abundance #91750: Pentaethylene glycol
48.0
89.0
5000 AUV
19.60 19.80 20.00 20.20
m/z 43.00 45 _55%
8o |y | , 138046301050 2300
m/z--> 50 100 150 200 250 300 350
Abundance #165400: Heptaethylene glycol
48.0
19.60 19.80 20.00 20.20
5000 89.0 m/z 57.00 44 _70%
133.0
150, L 4 o o J 177.0 207.0 239.0  283.0
m/z--> 50 100 150 200 250 300 350
Abundance #128695: Hexaethylene glycol B RARaRE S s o
48.0 19.60 19.80 20.00 20.20
m/z 71.05 23.32%
133.0
150, | 4 I | 163.0 195.0 239.0
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037502.D

Aca On - 24 Oct 2018 8:58

Operator : JU/SJ

ﬁ?ggle i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentaethylene glycol monodo... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.35 20.28 ng 1120130 Chrysene-d12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 86
2 Heptaethvlene alvcol monododecvl... 494 C26H5408 003055-97-8 78
3 Hexaethvlene alvcol 282 C12H2607 002615-15-8 68
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 68
5 Pentaethylene glycol 238 C10H2206 004792-15-8 68
Abundance Scan 3074 (21.349 min): BG037502.D (-3069) (-) m/z 45.00 100.00%
44.0
5000 89.0 J\
132.9 SN SRS SN SN
21.00 21.20 21.40 21.60
ol al g |, 16401950 2390 2838 3568 | 175 gg 95  50.86%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #214415: Pentaethylene glycol monododecy! ether
48.0
5000 89.0 AU UG FUGEE
21.00 21.20 21.40 21.60
133.0 m/z 57.00 42 .84%
mljl%omwzmo mm3momm
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #234522: Heptaethylene glycol monododecy! ether
48.0
83.0 21.00 2120 21.40 21.60
5000 m/z 43.00 40.54%
133.0
177.0
o | Al | 0290 20 30 sero ang
mz--> 0 50 100 150 200 250 300 350 400
Abundance #128695: Hexaethylene glycol N REEEE e
48.0 21.00 21.20 21.40 21.60
m/z 85.05 22.73%
133.0
140, ||y .} . ] 164.0195.0 239.0
m/iz--> 0 50 100 150 200 250 300 350 400 21.00 21.20 2140 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102318\

Data File : BG037502.D

Acq On : 24 Oct 2018 8:58

Operator : JU/SJ

3?22'6 i J5604-05 MS-VB-29736-BOX-2
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
unknown5 .54 5.54 29.3 ng 1993520 1 8.11 1359210 20.0
Phenol, 2-fluoro- 5.75 11.7 ng 791650 1 8.11 1359210 20.0
Ethanol, 2-butoxy- 6.27 752.5 ng 51143000 1 8.11 1359210 20.0
unknown? .64 7.64 23.8 ng 1615010 1 8.11 1359210 20.0
unknownl12.19 12.19 24 .9 ng 811302 2 10.93 652189 20.0
unknownl13.68 13.68 35.1 ng 1556600 3 14.74 887361 20.0
unknown15.15 15.15 20.3 ng 900984 3 14.74 887361 20.0
3,6,9,12-Tetraoxa... 18.30 39.7 ng 2034340 4 17.48 1024850 20.0
n-Hexadecanoic acid 18.35 12.2 ng 625063 4 17.48 1024850 20.0
Pentaethylene glycol 19.96 25.2 ng 1389690 5 21.77 1104540 20.0
Pentaethylene gly... 21.35 20.3 ng 1120130 5 21.77 1104540 20.0
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