LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102318\
Data File : BG037503.D
Aca On - 24 Oct 2018 9:37 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- _ lentosampleld :
a?zgle : J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 5.543 376 384 397 rBVY 1280646 2084278 3.85% 1.986%
2 5.755 411 420 431 rVB2 368248 891624 1.65% 0.850%
3 6.272 481 508 511 rBV2 9431754 54130881 100.00% 51.584%
4 7.253 663 675 687 rBV2 384085 838655 1.55% 0.799%
5 7.641 733 741 753 rVB 980655 1772209 3.27% 1.689%

8.428 869 875 890 rvB 811233 1532096 2.83% 1.460%
9.280 969 1020 1030 rBV2 2700429 18561547 34.29% 17.688%
10.925 1293 1300 1308 rVB 344278 642387 1.19% 0.612%
12.189 1507 1515 1523 rBV2 316478 867824 1.60% 0.827%
13.364 1708 1715 1721 rBV 1866041 2998407 5.54% 2.857%

=
QO ~NO®

11 13.675 1762 1768 1772 rBV 1327198 2009952 3.71% 1.915%
12 14.739 1943 1949 1956 rVvB2 529915 908087 1.68% 0.865%
13 15.150 2013 2019 2026 rBV3 545149 991822 1.83% 0.945%
14 16.237 2196 2204 2210 rBV2 2353777 4305490 7.95% 4.103%
15 17.488 2412 2417 2422 rBV 623863 924703 1.71% 0.881%

16 18.299 2550 2555 2560 rBV 1467434 2074575 3.83% 1.977%
17 18.352 2560 2564 2577 rVB 798850 1135885 2.10% 1.082%
18 19.956 2833 2837 2848 rBV 1137069 1465098 2.71% 1.396%
19 20.085 2854 2859 2867 rVB 2617775 3468157 6.41% 3.305%
20 21.348 3070 3074 3088 rVvB2 537165 1094255 2.02% 1.043%

21 21.771 3140 3146 3155 rVB 602057 1042309 1.93% 0.993%
22 25.109 3703 3714 3727 rVB2 354401 1196138 2.21% 1.140%

Sum of corrected areas: 104936379
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LSC Report - Integrated Chromatogram

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

Data File : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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: BG037503.D

8000000

6000000

4000000

2000000

04
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG037503.D

8000000

6000000

4000000

20.09
16.24

13.36 18.30
2000000 13.68

19.
18.35 21.35 21.77

A

(O T i e e B e T B T L A A o e o o o B o o L o o e o B e LR

Time--> 13.50 14.00 14.50 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 21.50 22.00 22.50
Abundance TIC: BG037503.D

14.7415.15

8000000

6000000

4000000

2000000

25.11
N

e T T T T T R R e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

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

Data File : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 5

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

5.54 27.21 ng 2084280 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2.2-dimethvl- 88 C5H120 000075-84-3 38
2 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 38
3 n-Butvl ether 130 C8H180 000142-96-1 36
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 36
5 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 28

Abundance Scan 383 (5.538 min): BG037503.D (-376) (-) m/z 57.00 100.00%
571.0
5000 41.0
87.0 AR U SRR UL
73.0 116.0 520 540 5.60 5.80
o} NS 1 NS NSNS RSN NSNS— Y S m/z 41.00 47.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2127: 1-Propanol, 2,2-dimethyl-
57.0
5000 L I LRI LN UL B
290 410 520 540 560 580
73.0 m/z 87.00 22 _.67%
150 ) |1, ‘ 88.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4321: Propanoic acid, 2,2-dimethyl-
57.0
520 540 560 580
5000 41.0 m/z 45.00 9.67%
29.0
15'0 ‘ 1 Jhl 69.0 87\0 102.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13644: n-Butyl ether R ERRREamEaE s SRS
57.0 520 540 5.60 5.80

m/z 39.00 7.94%

5000

290 410

87.0
15.0 “ " A, 73.0 101.0 1150 130.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.20 5.40 5.60 5.80
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Library Search Compound Report

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

Data File : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 Ethanol, 2-butoxy- Concentration Rank 1

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

6.27 706.63 ng 54130900 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 64
2 5-Methvl-1-hepten-4-ol 128 C8H160 099328-46-8 50
3 3.3-Dimethvlbutane-2-o0l 102 C6H140 000464-07-3 50
4 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 40
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 37

Abundance Scan 508 (6.272 min): BG037503.D (-481) (-) m/z 57.05 100.00%
57.0
41.
5000 87.0
A o s " 600 620 640 6.60
P e e S e e T m/z 44.95 76.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8821: Ethanol, 2-butoxy-
57.0
5000 IEEBE ARSI
6.00 6.20 6.40 6.60
aLp 87.0 m/z 41.05 68.76%
o | | S| uso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12509: 5-Methyl-1-hepten-4-ol
43.0
670 " 600 620 640 6.60
5000 69.0 m/z 87.00 43.25%
29.0
RS LRI SURLELELN IR UL UL BRI UL DAL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4469: 3,3-Dimethylbutane-2-ol A s mae
57.0 6.00 6.20 6.40 6.60
m/z 56.05 27.04%
41.
5000
87.0
Lol ] ‘ 103.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.0 6.40 6.60
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Library Search Compound Report

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

Data File : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 unknown7.64 Concentration Rank 8

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

7.64 23.13 ng 1772210 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
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 (7.641 min): BG037503.D (-733) (-) m/z 131.85 100.00%
131.8
5000 68.0
%0 540 S J TR Tk Tk 850
e B e L m/z 68.00 42 .37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L IR I IR
7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.73%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 28.11%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! SRS T =TT
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.27%
74.0
5000 98.0 116.0
: IIIIIII‘I\I\I\I ""“l ||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R REREREREE RS 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 : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 5 Bicyclo[2.2.1]hept-2-ene, 2... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.19 27.02 ng 867824 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11hept-2-ene. 2-methvl- 108 C8H12 000694-92-8 50
2 Bicvclol2.2.1Thept-2-ene. 1-methvl- 108 C8H12 000822-73-1 50
3 cis-8-Methvl-bicvclo(4.3.0)non-3... 134 C10H14 1000144-50-6 50
4 3-Oxabicvclol3.3.0loctan-2-one. ... 138 C8H1002 1000152-82-0 50
5 Biphenylene, 1,2,4a,4b,7,8,8a,8b... 160 C12H16 062357-80-6 47
Abundance Scan 1515 (12.189 min): BG037503.D (-1507) (-) m/z 80.00 100.00%
8d.0
5000
39.0 65.0
117.0 160 0 11.80 12.00 12.20 12.40 12.60
| b7 O AR 288 /7 66.00  60.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5504: Bicyclo[2.2.1]hept-2-ene, 2-methyl-
8d.0
5000 AR NI SRR SN B
11.80 12.00 12.20 12.40 12.60
108.0 m/z 79.00 38.25%
0 0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #5501: Bicyclo[2.2.1]hept-2-ene, 1-methyl-
8d.0
11:80 12,00 12.20 12.40 12.60
5000 m/z 83.00 18.15%
39.0
2ap |, %80 w080
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14920: cis-8-Methyl-bicyclo(4,3,0)non-3,7-diene
80.0 11.80 12.00 12.20 12.40 12.60
m/z 91.00 15.16%
5000
390 134.0
L B0 117.0
mz-> 20 40 60 8 100 130 140 160 180 200 | | 1180 12,00 1220 1240 12.60
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Library Search Compound Report

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

Data File : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 unknownl3.68 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.68 44 _27 ng 2009950 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1-fluoro- 160 C10H21F 000334-56-5 46
2 1-Decene 140 C10H20 000872-05-9 46
3 Cvclodecane 140 C10H20 000293-96-9 41
4 Decane. 3-chloro- 176 Cl1l0H21cClI 001002-11-5 35
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 35
Abundance Scan 1769 (13.681 min): BG037503.D (-1762) (-) m/z 57.00 100.00%
57.0
41
5000 85.0
111.0 1401 13.40 13.60 13.80 14.00
o 25T L 18802068 | LsoT 43 00 96.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30739: Decane, 1-fluoro-
43.0
5000 RSN S B
13.40 13.60 13.80 14.00
2710 m/z 45.00 89.89Y%
6.0 140.0 160.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17936: 1-Decene
55.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 55.00 66.42%
39 '
111.0
woll MMl W g oy e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17938: Cyclodecane RN EEEEE R RS S SRS S SEs
55.0 13.40 13.60 13.80 14.00
m/z 41.00 53.94Y%
5000 39lo 83.0
111.0 140.0
L I SURELS S SURLELELAS UL UL B UL S S NS N BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 Tetracyclo[4.2.1.0(3,7).0(2... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.15 21.84 ng 991822 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol4.2.1.0¢3.7).0(2.91In... 174 C13H18 1000164-31-2 64
2 (1.4-Dimethvlpent-2-envl)benzene 174 C13H18 1000184-97-9 49
3 2-Propenal. 3-(4-methvlphenvl)- 146 C10H100 001504-75-2 46
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 46
Abundance Scan 2019 (15.150 min): BG037503.D (-2013) (-) m/z 117.00 100.00%
.0

5000

4%

14.80 15.00 15.20 15.40
m/z 131.00 84.19%

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41185: Tetracyclo[4.2.1.0(3,7).0(2,9)]non-4-ene, 4-butyl-
117.0
5000 CoTprTTTpTTTTT T T T
13p.0 174.0 14.80 15.00 15.20 15.40
m/z 117 .95 57.95%
s 159.0
R LA A o i e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene
131.0
105.0 14.80 15.00 15.20 15.40
5000 m/z 174.00 56.65%
174.0
41.0 77.0 159.0
,2.6".0. : ‘,“. : W',O‘.‘ e .‘”,‘. - . | | Al ——— .‘, e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131.0 14.80 15.00 15.20 15.40
m/z 91.00 52.05%
5000
9.0 115.0 146.0
39.0 65.0 ‘
,...ww.w.qm..q..w.,w..N}”l.,.u..,.”.,....,.. et SN
m/z--> 20 40 100 120 140 160 180 200 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 : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.30 44 _87 ng 2074580 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 52
2 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 52
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 50
4 Pentaethvlene alvcol 238 C10H2206 004792-15-8 50
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet. .. 370 C16H3409 005117-19-1 50

Abundance Scan 2555 (18.299 min): BG037503.D (-2550) (-) m/z 45.00 100.00%

458.0

5000

—

18.00 18.20 18.40 18.60

111.0 140.1143 0184.1 209.9 234.0

01 m/z 57.00 53.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128698: Hexaethylene glycol
45.0
5000 LA L L L L L L L L
89.0 18.00 18,20 18.40 18.60
m/z 43.00 50.71%
133.0
o 1L | N | 1630 1950 240.0
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
L L
18.00 18.20 18.40 18.60
5000 89.0 m/z 89.00 35.67%
LN N 1B ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165401: Heptaethylene glycol T
45.0 18.00 18.20 18.40 18.60
m/z 71.00 25.99%
5000
89.0
190 | 670 | 133.0 177.0_ 2070 2390 267.0
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 : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.35 24 .57 ng 1135890 Phenanthrene-d10 17.49
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 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2564 (18.352 min): BG037503.D (-2560) (-) m/z 73.00 100.00%

43.0 | 73.0

%

5000 129.0
97.0 171.0 213.1 N e R
o1 340256.1 2819 18.00 18.20 18.40 18.60
: : . m/z 60.00 99.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.00 18.20 18.40 18.60

83.0 5
JM 1570 1850 2130 2560 m/z 43.00 92.04%
|
RARRREAREAY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
B R S
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.00 77.18%
.1.5.?. Frrf
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid e A REaaE e o
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.00 74._.82%
5000 129.0
171.0
97.0 214.0
15.0
R e S R
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\HPCHEMI\BNA G\DATA\BG102318\
Data File : BG037503.D

Aca On : 24 Oct 2018 9:37

Operator : JU/SJ

Sample : J5604-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.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 10 Heptaethylene glycol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.96 28.11 ng 1465100 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 68
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 68
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 68

2-T2-12-12-I2-12-12-(2-Hvdroxvet... 370 C16H3409 005117-19-1 59
5 Triethylene glycol 150 C6H1404 000112-27-6 59
Abundance Scan 2838 (19.962 min): BG037503.D (-2833) (-) m/z 45.00 100.00%
458.0
5000 89.0
R
133.0 19.60 19.80 20.00 20.20
o gy I8FL 2200 2600 3011 3408 /5789 00  47.49%
m/z--> 50 100 150 200 250 300
Abundance #128695: Hexaethylene glycol
458.0
5000 AR
89.0 1960 19,80 20.00 20.20
m/z 57.00 45 _.17%
133.0
19.9, | ol | 163.0 195.0  239.0
m/z--> 50 160 150 260 2%0 300
Abundance #91747: Pentaethylene glycol
458.0
19,60 19.80 20.00 20.20
5000 m/z 43.00 43.93%
89.0
B 1y wll 133.0 163.0 195.0
m/z--> éo 160 150 260 250 300
Abundance #165400: Heptaethylene glyCOl L L LN L N L B
45.0 19.60 19.80 20.00 20.20
m/z 71.00 22.30%
5000 89.0
133.0
190, | 4 o4 Il . | 177.0 207.0 239.0  283.0
m/z--> 50 1(')0 150 2(')0 250 3(')0 19 60 19. 80 20. oo 20 20 '

8270-BG101818.M Wed Oct 24 15:26:32 2018
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Library Search Compound Report

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

Data File : BG037503.D

Aca On - 24 Oct 2018 9:37

Operator : JU/SJ

ﬁ?ggle i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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 Hexaethylene glycol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.35 21.00 ng 1094260 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 74
2-T2-T2-12-T2-12-12-12-12-(2-Hvd. .. 458 C20H42011 1000352-12-6 72
2-T2-12-12-12-12-12-12-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 72
2-T2-12-12-12-12-12-12-12-12-(2-. .. 502 C22H46012 1000352-13-2 72
5 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 72
Abundance Scan 3074 (21.348 min): BG037503.D (-3070) (-) m/z 45.00 100.00%
44.0
5000 8.0 h
e R T T
- 21.00 21.20 21.40 21.60
L JI' il Ly K20 2300 2900 3408 4149 757 g9 00 51.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128695: Hexaethylene glycol
45.0
5000 LA AL AR
89.0 2100 21.20 21.40 21.60
m/z 43.00 42 _.91%
133.0
I O P A 195 0 239. 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy ...
45.0
89.0 LN R BRI B
21.00 21.20 21.40 21.60
5000 m/z 57.00 39.37%
133.0
iy T 2210 2680 s090 amio asso ¢
m/z--> 50 100 150 200 250 300 350 400
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]et... L e o
45.0 21.00 21.20 21.40 21.60
m/z 71.00 22 .09%
89.0
5000
133.0
P W - .". 0 22102830 29508270 37110 i
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

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

Data File : BG037503.D

Acq On : 24 Oct 2018 9:37

Operator : JU/SJ

3?22'6 i J5604-08 MS-VB-25868-BOX-1
ALS Vial : 28 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---|

17.49 924703 20.0
21.77 1042310 20.0
21.77 1042310 20.0

n-Hexadecanoic acid 18.35 24.6 ng 1135890
Heptaethylene glycol 19.96 28.1 ng 1465100
Hexaethylene glycol 21.35 21.0 ng 1094260

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5 .54 5.54 27.2 ng 2084280 1 8.11 1532100 20.0
Ethanol, 2-butoxy- 6.27 706.6 ng 54130900 1 8.11 1532100 20.0
unknown? .64 7.64 23.1 ng 1772210 1 8.11 1532100 20.0
Bicyclo[2.2.1]hep... 12.19 27.0 ng 867824 2 10.93 642387 20.0
unknownl13.68 13.68 44_.3 ng 2009950 3 14.74 908087 20.0
Tetracyclo[4.2.1.... 15.15 21.8 ng 991822 3 14.74 908087 20.0
3,6,9,12-Tetraoxa... 18.30 44_.9 ng 2074580 4 17.49 924703 20.0

4
5
5
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