LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53 Instrument :
Operator : JU/SJ BNA_G

Sample - K1643-01 ClientSampleld :
Misc - INTERIOR-WALL
ALS Vial : 14 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-BG012919.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 3.219 15 22 31 rBv 76927 159262 5.98% 0.736%
2 3.295 31 35 45 rVB 34892 55236 2.08% 0.255%
3 5.709 439 446 456 rBV 779474 1244379 46.76% 5.753%
4 7.143 683 690 697 rBV3 13063 33427 1.26% 0.155%
5 7.307 710 718 732 rBV 820645 1434814 53.92% 6.633%
6 7.695 776 784 801 rVB 752757 1343142 50.47% 6.209%
7 8.165 857 864 873 rBV 179778 306502 11.52% 1.417%
8 8.488 911 919 928 rVB 572445 977581 36.73% 4_.519%
9 9.340 1056 1064 1073 rBV 468100 848299 31.88% 3.922%
10 9.428 1073 1079 1097 rVB2 32373 83874 3.15% 0.388%
11 10.268 1215 1222 1234 rBV4 29127 70034 2.63% 0.324%
12 10.985 1337 1344 1352 rBvV 258522 454373 17.07% 2.100%
13 11.748 1467 1474 1486 rBV4 40038 89935 3.38% 0.416%
14 12.753 1638 1645 1653 rBvV2 33022 71900 2.70% 0.332%
15 13.411 1747 1757 1766 rBV 1357567 2095141 78.73% 9.686%
16 14.227 1891 1896 1903 rBv2 46548 70452 2.65% 0.326%
17 14.691 1970 1975 1982 rVB 20481 32542 1.22% 0.150%
18 14.791 1982 1992 2005 rBV3 394319 696439 26.17% 3.220%
19 15.161 2048 2055 2058 rBV5 17561 34799 1.31% 0.161%
20 15.578 2122 2126 2132 rVB 102892 146714 5.51% 0.678%
21 15.702 2141 2147 2151 rBv4 17185 31753 1.19% 0.147%
22 16.272 2237 2244 2258 rBV 998078 1585166 59.57% 7.328%
23 16.894 2344 2350 2357 rBV5 42222 87961 3.31% 0.407%
24 17.535 2452 2459 2470 rBV2 505174 811376 30.49% 3.751%
25 18.028 2540 2543 2549 rVB3 24831 39904 1.50% 0.184%

26 18.398 2599 2606 2614 rBV 1159632 1882210 70.73% 8.701%
27 18.469 2614 2618 2623 rVB 218634 315782 11.87% 1.460%
28 19.291 2755 2758 2764 rVB2 60054 75344 2.83% 0.348%
29 19.438 2780 2783 2788 rVB2 50550 61768 2.32% 0.286%
30 19.532 2796 2799 2805 rBv4 86155 136540 5.13% 0.631%

31 19.649 2815 2819 2832 rBV2 379554 608405 22.86% 2.813%

32 19.867 2852 2856 2859 rVB 80919 95298 3.58% 0.441%
33 20.125 2894 2900 2906 rBV 2070716 2661213 100.00% 12.302%
34 20.395 2943 2946 2950 rVB2 75819 79738 3.00% 0.369%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 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\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.889 3028 3030 3034 rVB2 64778 65748 2.47% 0.304%

36 21.412 3115 3119 3131 rVB 195285 349267 13.12% 1.615%
37 21.664 3158 3162 3166 rBV 127580 163755 6.15% 0.757%
38 21.823 3183 3189 3196 rVB 486923 850102 31.94% 3.930%
39 21.970 3211 3214 3220 rVB3 42638 54427 2.05% 0.252%
40 22.598 3317 3321 3328 rVB 43826 62694 2.36% 0.290%

41 23.315 3438 3443 3452 rVB2 64619 122603 4.61% 0.567%
42 24.155 3580 3586 3594 rVB2 58597 130734 4.91% 0.604%
43 25.201 3750 3764 3775 rVB3 285019 983058 36.94% 4._.545%

44 26.328 3950 3956 3966 rVB3 35915 98215 3.69% 0.454%
45 26.487 3979 3983 3987 rBV5 14737 29762 1.12% 0.138%
Sum of corrected areas: 21631668
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG039672.D
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8270-BG012919.M Fri Mar 01 16:27:10 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

3.29 3.60 ng 55236 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 9

Abundance Scan 34 (3.289 min): BG039672.D (-31) (-) m/z 73.20 100.00%
3
5000 43 j\\
> 87 e ————
| | 207 320 340  3.60
of LY PSR Y — L m/z 43.15 39.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 T T
43 320 340  3.60
55 87 m/z 55.15 29.45%
b2l ]
"'P"'I"”I""I”"I"”I""I”"I'"W""I”"
m/z--> 20 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
q . | & 550 ko 5k
5000 m/z 87.25 21.48%
29
0 ..1.5|....|....|....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1997: Silane, tetramethyl- T Tt
73 320 340  3.60
m/z 41.15 14.17%
5000
o 29 ‘\ 59 | 88
m/z--> 20 40 60 80 100 120 140 160 180 200 320 340  3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 Hexanoic acid Concentration Rank 16

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

7.14 2.18 ng 33427 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 78
2 Pentanoic acid 102 C5H1002 000109-52-4 56
3 Butanoic acid 88 C4H802 000107-92-6 53
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 50
5 Butanoic acid, 4-chloro- 122 C4H7CIl02 000627-00-9 9

Abundance Scan 690 (7.143 min): BG039672.D (-683) (-) m/z 60.15 100.00%
60
5000 73
41
|h|| 51 | | 87 6.80 7.00 7.20 7.40
o e m/z 73.15  44.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8069: Hexanoic acid
60
5000
27 41 3 6.80 7.00 7.20 7.40
a7 m/z 41.15 29.30%
o .||. |.|||47 53| 67 ], 80 | 101 115
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4247: Pentanoic acid
60
6.80 7.00 7.20 7.40
5000 73 m/z 55.15 19.04%
29 41
o L ilila7 58, |, 67 | 8187 101
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #2020: Butanoic acid
60 6.80 7.00 7.20 7.40
m/z 42.25 18.14%
5000
73
27 41
o 18 [ 753 | 67 | 81 88
m/z--> fo 25 35 46 55 60 fo éo do 160 1io 150 a%o 160 150 Iho
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 4 unknown7.69 Concentration Rank 1

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

7.69 87.64 ng 1343140 1,4-Dichlorobenzene-d4 8.16
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 783 (7.689 min): BG039672.D (-776) (-) m/z 132.15 100.00%
132
5000 68
20 54 % 740 7.60 7.80 8.00
ol Qe | eus W w/z 68.15  42.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AT
7.40 7.60 7.80 8.00
2 51 78 m/z 134.15 32.15%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
740 7.60 7.80 8.00
5000 67 m/z 66.15 29.99%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57 132 7.40 7.60 7.80 8.00
24 m/z 69.15 16.75%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, AU § U
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\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 Hexanoic acid, 2-ethyl- Concentration Rank 7

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

9.43 5.47 ng 83874 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 80
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 45
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 40
4 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 38
5 1,4-Dioxane 88 C4H802 000123-91-1 38

Abundance Scan 1079 (9.428 min): BG039672.D (-1073) (-) m/z 73.15 100.00%
7B
5000 a1
I 1(|)1| 9.00 9.20 9.40 9.60 9.80
oy o LA m/z 88.15 79.82%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
7B
5000 IR A S
41 9.00 9.20 9.40 9.60 9.80
101 m/z 57.15 45.77%
oL19 LT g
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl-
88
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.15 37.64%
41
6
o..t.h,kk.l.,.... F$|||| S —
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43 88 9.00 9.20 9.40 9.60 9.80

m/z 55.15 28 .88%

5000

L 100 135155173 214 242 272 294313 355

m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60 9.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

BG039672.D
28 Feb 2019 22:53
JussJ
K1643-01
INTERIOR-WALL
14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG012919_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Octanoic acid Concentration Rank 12

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

10.27 3.08 ng 70034 Naphthalene-d8 10.98

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 78
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Pentanoic acid 102 C5H1002 000109-52-4 59
4 Nonanoic acid 158 C9H1802 000112-05-0 45
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 37

Abundance

5000

04
m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Scan 1222 (10.268 min): BG039672.D (-1215) (-) m/z 60.15 100.00%

60

43 73

85 101

115 10.00 10.20 10.40 10.60

m/z 73.15 63.63%

129

Abundance

5000

15

#20837: Octanoic acid
6D

73

43 10.00 10.20 10.40 10.60

m/z 43.15 57.41%

85 101

29 | 115
I [ d|| 93 129 144

Ll 52y

o

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

#8069: Hexanoic acid
60

10.00 10.20 10.40 10.60
m/z 41.15  41.32%

73

21 m

87
Loy b o s

o

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

o

#4247 Pentanoic acid
60 10.00 10.20 10.40 10.60

m/z 55.25 39.07%

73

41
dlisog, |

29
h‘ ! 87 101

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10.00 10.20 10.40 10.60

8270-BG012919.

M Fri Mar 01 16:27:15 2019

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG012919_.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 Phthalic anhydride Concentration Rank 11

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

12.75 3.16 ng 71900 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 91
2 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 90
3 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
4 Methvyl hvdroaen phthalate 180 C9H804 004376-18-5 83

5 1H-Isoindole-1,3(2H)-dione, 2-(h... 177 C9H7NO3

000118-29-6 78

Abundance Scan 1645 (12.753 min): BG039672.D (-1638) (-) m/z 104.15 100.00%
104
76
5000 50
R R MR S
8 | 61 |l g 148 12.40 12.60 12.80 13.00
o} T e m/z 76.15 73.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104
76
5000 50 148
12.40 12.60 12.80 13.00
a8 m/z 50.15 39.65%
16 28 61 85 ,
- IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester
76 104
12.40 12.60 12.80 13.00
5000 50 m/z 74.15 18.40%
148
o 39/, 60 f| 93 | 12 M 176
e e R o I e T S A o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35572: 1,2-Benzenedicarboxylic acid
104 12.40 12.60 12.80 13.00
76 m/z 148.05  14.34%
5000 50
148
38
o8 o LS e L
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 10 Tetradecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.89 2.17 ng 87961 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 87
2 .alpha.-D-Mannothiofuranoside. S... 280 C12H2405S 1000159-73-9 46
3 .beta.-D-Mannothiofuranoside. s-... 280 C12H2405S 1000158-98-0 43
4 Pentanoic acid. 2-octyl ester 214 C13H2602 006938-48-3 38
5 (4S,5S)-(-)-2-Methyl-5-phenyl-2-___. 191 C11H13NO2 053732-41-5 38
Abundance Scan 2349 (16.888 min): BG039672.D (-2344) (-) m/z 60.10 100.00%
85

5000

16.60 16.80 17.00 17.20

0! m/z 57.15 98.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
73
43
5000 129 LA L L L L L LB LB

16.60 16.80 17.00 17.20
m/z 41.15 96.58%

Ok prrrr il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126998: .alpha.-D-Mannothiofuranoside, S-n-hexyl-
85
A EE e
16.60 16.80 17.00 17.20
5000 43 m/z 55.20 87.42%
103 127 145
163 203
0 ‘“ A ‘M i el 8 1 226 244 202 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126996: .beta.-D-Mannothiofuranoside, s-hexyl- EE BEE
85 16.60 16.80 17.00 17.20
m/z 85.15 87 .29%
5000 103
127 145
203
173
A w . .w\.w..m,w..w.w, U PP T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 60 16 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 11 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.40 46.40 ng 1882210 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2606 (18.398 min): BG039672.D (-2599) (-) m/z 43.25 100.00%
43 73
5000
129
97 213 NI DU SN
1S 14107171185 44 227, 26 18.00 18.20 18.40 18.60 18.80
b m/z 60.15  98.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AU AU
mmmmmmmmmm
m/z 73.15 94 .08%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 6078
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 57.25 85.64%
29 115 171
143157 185 214
OIEI'ISII“IIIII ||||T } ||H|‘|‘||||||| |||||||||98|||| e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B AE e B S
43 60 73 18.00 18.20 18.40 18.60 18.80
m/z 55.15 78.24%
5000 129
29 143 242
1115
1571711
0.?'.5“...'.... f :h\ M IHI\”“””III ‘”2:"'?2?'6” e e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 00 18 20 18. 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 12 9-octadecenoic acid, 2,2,2-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.53 3.37 ng 136540 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-octadecenoic acid. 2.2.2-trifl... 364 C20H35F302 1000376-54-3 58
2 Cvclopentadecane 210 C15H30 000295-48-7 53
3 1-Tetradecanol 214 C14H300 000112-72-1 52
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 46
5 Cetene 224 C16H32 000629-73-2 46
Abundance Scan 2799 (19.532 min): BG039672.D (-2796) (-) m/z 55.15 100.00%

83

5000

-

19.20 19.40 19.60 19.80
m/z 83.25 67.29%

111 137 163

o 185203 224 264

m/z--> 50 100 150 200 250 300 350
Abundance #193101: 9-octadecenoic acid, 2,2,2-trifluoroethyl ester
55

83

I I I I
19.20 19.40 19.60 19.80
111 m/z 69.25 55.51%
139 161180 207925 265 364

5000

0
m/z--> 50 100 150 200 250 300 350
Abundance #69583: Cyclopentadecane
55 83
210 R REREEEE R R R R
19.20 19.40 19.60 19.80
5000 11 m/z 41.15 53.12%
29
LT
A ) —
m/z--> 50 100 150 200 250 300 350
Abundance #72865: 1-Tetradecanol R E e REARREEE
55 | 83 19.20 19.40 19.60 19.80
m/z 43.25 51.54%
5000
29 111
ULy 19 s
(N 8 6 R e e
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 13 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.65 15.00 ng 608405 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 2819 (19.649 min): BG039672.D (-2815) (-) m/z 43.25 100.00%
5000
129
o7 185 241 284 R AL SN BN SUR
149 l 213 | 19.40 19.60 19.80 20.00
o g L m/z 73.15 80.03%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
/87
5000 129 USRNSSR SO
19.40 19.60 19.80 20.00
9 185 oa 284 m/z 57.25 78.37%
o 15 " .115.7| I I2].'3| I 265 \
m/z--> 50 100 1éo 260 250 300 3éo
Abundance #95851: Pentadecanoic acid
43 | 73
"' 10/40 1960 19.80 20.00
5000 129 m/z 60.15 75.96%
97 199 242
157
0 |15| “. ‘; IJ .’ .JmI 'Itlt MIHI .‘ I {. .’]?(p. ‘I |\2|23| "‘I ————
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T T T T T
43 19.40 19.60 19.80 20.00
m/z 55.15 75.13%
73
h il V\A’__/\_/\J\J\“,‘
129
97
185
N e o PR S B s
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 14 Hexadecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.87 2.24 ng 95298 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 80
2 Heptadecane 240 C17H36 000629-78-7 80
3 Octacosane 394 C28H58 000630-02-4 72
4 Hentriacontane 437 C31H64 000630-04-6 72
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 72
Abundance Scan 2857 (19.873 min): BG039672.D (-2852) (-) m/z 57.25 100.00%
g7
5000 8
SRR SRR BN
08 139 165 191 256 284 19.60 19.80 20.00 20.20
o3 ,I| |“,1 gty g PISZBIE0, 2B m/z 43.25 71.04%
m/z--> 50 100 150 200 250 300 350
Abundance #94354: Hexadecane, 2-methyl-
57
5000 85 LRI SR LU UL S
19,60 19.80 20.00 20.20
0,
||113 1 197 - m/z 71.25 62.94%
U 'mF'J J'IJ'L ey
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
10,60 19.80 20.00 20.20
5000 g5 m/z 85.25 51.61%
29
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e e ERRES BE s
57 19.60 19.80 20.00 20.20
m/z 41.20 33.47%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&1;0 200 250 300 350 ' 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 15 Heptafluorobutyric acid, n-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.41 8.22 ng 349267 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 3119 (21.412 min): BG039672.D (-3115) (-) m/z 57.20 100.00%
g7
5000 ’““”“““*W/\J]\\wwwaLV»~N«
139 21.00 21.20 21.40 21.60 21.80
B ‘ 1 by 168 207 238265 301 355 | m/z 43.20 79.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
5000 AU SIS AU BRI
21/00 21.20 21.40 21.60 21.80
29 125 m/z 55.25 71.71%
ol 169 196 224 252 297 448
m/z--> 55 150 200 250 300 350 400 450
Abundance #231356. Docosyl pentafluoropropionate
57
o7 21,00 21.20 2140 21.60 21.80
5000 m/z 83.25 49.41%
125
o 29‘ I l‘J 153 181 224 250 280 308 353 454
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209361: Eicosyl! trifluoroacetate I AREARE B
5 21.00 21.20 21.40 21.60 21.80
/ m/z 97.25 42_91%
5000
125
0 2“9‘ H\ " I l J|153 182 210 252 280 825 376
m/z--> 50 100 150 200 250 300 350 400 450 21/00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 16 Methoxyacetic acid, 2-tetra... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.31 2.88 ng 122603 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 72
2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Hentriacontane 437 C31H64 000630-04-6 68
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 3442 (23.309 min): BG039672.D (-3438) (-) m/z 57.25 100.00%
57
5000

23.00 23.20 23.40 23.60
m/z 43.20 57.74%

o 30 195 181 207225

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
57

5000

23. OO 23. 20 23. 40 23 60
m/z 71.20 42 _.35%

U3 141 168 197 543

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125656: Sulfurous acid, butyl decyl ester
57
s ERm L Ea
23.00 23.20 23.40 23.60
5000 85 m/z 85.20 37.64%
4
141
b b2 M a7el03
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59882: Tetradecane A REEmEEaSEE
57 23.00 23.20 23.40 23.60
m/z 55.15 32.75%
5000 4 85

L i g 1
oq””“” e S —— e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 23. 00 23. 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039672.D

Aca On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample : K1643-01 R
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : 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 17 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.16 2.66 ng 130734 Perylene-di12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 72
Abundance Scan 3587 (24.161 min): BG039672.D (-3580) (-) m/z 57.25 100.00%
57
5000 8
13, 20165 207 23.80 24.00 24.20 24.40
oAb dg [oaolts 20ozeer ws s R e S o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
7
5000 85 U DR SRR SRR B
23.80 24.00 24.20 24.40
29 m/z 43.20 55.95%
ol 1113141169197225253281309337365394
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117640: Tridecane, 7-hexyl-
57
29 LN PRI BRI UL
23.80 24.00 24.20 24.40
5000 85 m/z 85.25 51.49%
182
oL | pugges
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane N B o
23.80 24.00 24.20 24.40
m/z 55.15 19.43%
5000 85

113141169197205 268

m/z--> 50 100 150 200 250 300 350 400 450 500 23. 80 24 00 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022819\

Data File : BG039672.D

Acg On : 28 Feb 2019 22:53

Operator : JU/SJ

Sample - K1643-01 INTERIOR-WALL
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919._M
Quant Title : 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]
Butane, 2-methoxy... 3.29 3.6 ng 55236 1 8.16 306502 20.0
Hexanoic acid 7.14 2.2 ng 33427 1 8.16 306502 20.0
unknown7 .69 7.69 87.6 ng 1343140 1 8.16 306502 20.0
Hexanoic acid, 2-... 9.43 5.5 ng 83874 1 8.16 306502 20.0
Octanoic acid 10.27 3.1 ng 70034 2 10.98 454373 20.0
Phthalic anhydride 12.75 3.2 ng 71900 2 10.98 454373 20.0
Tetradecanoic acid 16.89 2.2 ng 87961 4 17.53 811376 20.0
n-Hexadecanoic acid 18.40 46.4 ng 1882210 4 17.53 811376 20.0
9-octadecenoic ac... 19.53 3.4 ng 136540 4 17.53 811376 20.0
Octadecanoic acid 19.65 15.0 ng 608405 4 17.53 811376 20.0
Hexadecane, 2-met... 19.87 2.2 ng 95298 5 21.82 850102 20.0
Heptafluorobutyri... 21.41 8.2 ng 349267 5 21.82 850102 20.0
Methoxyacetic aci... 23.31 2.9 ng 122603 5 21.82 850102 20.0
Octacosane 24.16 2.7 ng 130734 6 25.20 983058 20.0
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