LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033046.D

Aca On : 8 Mar 2018 18:31 Instrument :
Operator : SJ/JU BNA_G

Sample - J1831-01 ClientSampleld :
Misc - 1-1-4-BLUE-STONE-DGA
ALS Vial : 10 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 3.347 5 10 18 rVB 33957 61370 1.95% 0.316%
2 3.518 33 39 49 rVvVv 47011 123015 3.91% 0.634%
3 3.612 49 55 67 rvB 78253 149739 4.77% 0.772%
4 5.820 424 431 440 rBV 35891 60172 1.91% 0.310%
5 6.326 510 517 529 rBV 926036 1621082 51.59% 8.357%

8.012 795 804 815 rBV 950833 1774121 56.46% 9.145%
8.423 865 874 884 rBV 939933 1703949 54.22% 8.784%
8.910 950 957 966 rVB 187204 339945 10.82% 1.752%
9.251 1006 1015 1024 rBV 682933 1263050 40.19% 6.511%
10.109 1152 1161 1174 rBV 569334 1074713 34.20% 5.540%

=
QO ~NO®

11 11.801 1440 1449 1459 rVB 268198 506523 16.12% 2.611%
12 14.156 1843 1850 1861 rBV 1530893 2403490 76.48% 12.390%
13 14.943 1974 1984 1990 rBV 106172 156912 4._.99% 0.809%
14 15.525 2076 2083 2093 rVvB2 399352 673827 21.44% 3.474%
15 16.294 2210 2214 2219 rVB 25717 31770 1.01% 0.164%

16 16.994 2327 2333 2350 rBV 1068930 1690064 53.78% 8.712%
17 17.146 2354 2359 2371 rVV 28514 51394 1.64% 0.265%
18 18.251 2538 2547 2556 rBV 467652 777755 24_.75% 4._.009%
19 19.050 2677 2683 2689 rBvV2 70696 108943 3.47% 0.562%
20 20.771 2970 2976 2991 rBV 2329733 3142445 100.00% 16.199%

21 22.128 3201 3207 3221 rBV2 80037 204191 6.50% 1.053%
22 22.609 3281 3289 3304 rBV2 393765 772694 24 _.59% 3.983%
23 26.410 3923 3936 3950 rBV2 195629 707796 22.52% 3.649%

Sum of corrected areas: 19398960
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033046.D

Aca On : 8 Mar 2018 18:31

Operator : SJ/JU

ﬁ?ggle i J1831-01 1-1-4-BLUE-STONE-DGA
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG033046.D

2000000

1500000

1000000 6.33 8.01 8.42

10.11
500000
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Time--> 3.50 4.00 4.50 500 550 600 650 700 750 8.00 8.50 9.00 9.50 10.00 10.50 1100 1150 1200 12.50
Abundance TIC: BG033046.D
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1500000
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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: BG033046.D
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500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033046.D

Aca On : 8 Mar 2018 18:31

Operator : SJ/JU

a?ggle i J1831-01 1-1-4-BLUE-STONE-DGA
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 1 Propane, 2,2-dimethoxy- Concentration Rank 6

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

3.35 3.61 ng 61370 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 43
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 10 (3.347 min): BG033046.D (-5) (-) m/z 73.05 100.00%
7B
43
5000
89
37 50 3.40 3.50 3.60 3.70 3.80
I 1 1l R N B m/z 43.05 57.99%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 HEN AR RN R RN
3.40 3.50 3.60 3.70 3.80
89 m/z 89.05 30.05%
. s e s |
R S NERSA AR RARES RARAS AERS RS
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43 B
30 1340 350 3.60 3.70 3.80
5000 58 m/z 41.05 11.74%
15
e L S S UL S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43 3.40 3.50 3.60 3.70 3.80
m/z 45.05 8.87%
71
5000 89
27
o 8 | 37, M 53 59 ‘ 101
m/z--> 10 ﬁo §0 40 50 65 75 80 90 160 ' 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033046.D

Aca On : 8 Mar 2018 18:31

Operator : SJ/JU

a?ggle i J1831-01 1-1-4-BLUE-STONE-DGA
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.61 8.81 ng 149739 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 55 (3.612 min): BG033046.D (-49) (-) m/z 73.05 100.00%
7B
5000 43
1 i 340 360 380  4.00
51 | 59 : : : :
0""I""I""I""I""I""I"'!III"""I'"'I""I""I""I!"I""I'"'I""I""I"' m/z 43.05 43.91%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 UL S U

43 3.40 3.60 3.80 4.00
55 87 m/z 55.05 30.19%

29
267 33 394650 ‘ 59 70 80

e Y B B T DS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
T
340 3.60 3.80 4.00
5000 m/z 87.05 23.50%
45
0 262932 37 42 5559 65 70 (76 8084 88
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2054: 1,3-Dioxolane, 2-methyl- B L
3 340 3.60 3.80 4.00
m/z 41.00 13.23%
43
5000
29 58
15 87
0 U188 ‘32 39 |46 5155 |61 70|,
T e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033046.D

Aca On : 8 Mar 2018 18:31

Operator : SJ/JU

a?ggle i J1831-01 1-1-4-BLUE-STONE-DGA
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.82 3.54 ng 60172 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 43
3 Diacetamide 101 C4H7NO2 000625-77-4 36
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 431 (5.820 min): BG033046.D (-424) (-) m/z 43.05 100.00%
43
59
5000
1o 540 560 580 6.00 6.20
73 : : : : :
Ol SO T8 8 | /7 59.05 52, 44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SRRRE AR AR
59 5.40 5.60 5.80 6.00 6.20
m/z 101.05 17.33%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
31 59
540 560 580 6.00 6.20
5000 m/z 58.05 16.40%
41
o 25 47 53 73 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide
43 540 560 5.80 6.00 6.20
m/z 41.05 10.21%
5000 59
73
101
0 28 37 ||| 51 67 79 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\
Data File : BG033046.D

Aca On : 8 Mar 2018 18:31

Operator : SJ/JU

Sample : J1831-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_.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 5 unknown8.42 Concentration Rank 1

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

8.42 100.25 ng 1703950 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 874 (8.423 min): BG033046.D (-865) (-) m/z 131.95 100.00%
5000 68
8.00 820 840 8.60 8.80
0 B E e m/z 68.05 43.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I LI L UL UL
8.00 8.20 8.40 8.60 8.80
31 51 78 m/z 133.95 34.28%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
8.00 820 840 8.60 8.80
5000 67 m/z 66.05 28.56%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB o e i e e
57 132 8.00 8.20 8.40 8.60 8.80
24 m/z 69.05 17.15%
5000 98 116
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 189 N U
m/z--> 40 60 80 100 120 140 160 180 800 820 840 8.60 8.80

8270-BG022118.M Fri Mar
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033046.D

Aca On : 8 Mar 2018 18:31

Operator : SJ/JU

a?ggle i J1831-01 1-1-4-BLUE-STONE-DGA
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 7 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.05 2.80 ng 108943 Phenanthrene-d10 18.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 64
Abundance Scan 2683 (19.050 min): BG033046.D (-2677) (-) m/z 73.05 100.00%
0 78
5000 129 b
97 115 213
d” 143157171185 199 | 557 256 18.80 19.00 19.20 19.40
o} m/z 43.05 98.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL UGN R LN B
18. 80 19. oo 19 20 19. 40
m/z 60.05 98.09%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.80 19.00 19.20 19.40
5000 129 m/z 57.00 93.48%
29 87
115 | 143 199 242
101 185
|15 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid
60 78 18.80 19.00 19.20 19.40
m/z 41.05 75.23%
43
5000
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T::fhluuuuluuuul:I|-5|?|||||||||1|98|||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033046.D

Aca On : 8 Mar 2018 18:31

Operator : SJ/JU

a?ggle i J1831-01 1-1-4-BLUE-STONE-DGA
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 8 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.13 5.29 ng 204191 Chrysene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3207 (22.128 min): BG033046.D (-3201) (-) m/z 57.05 100.00%

57 83

5000
139 168 194210 249 282 21.80 22.00 22.20 22.40
o m/z 55.05 99.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
21.80 22.00 22.20 22.40
29 m/z 43.05 92.04%
0 J U 139 167 196 223 252 280
RRRRRRIERaRT Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 R s e RS
41 21.80 22.00 22.20 22.40
5000 m/z 83.05 86.96%
125
15 8l 154 180196 224 9251 269 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol

21.80 22.00 22.20 22.40
m/z 97.05 70.46%

5000

167 196 222238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030818\

Data File : BG033046.D

Acq On : 8 Mar 2018 18:31

Operator : SJ/JU

a?ggle i Jig31-01 1-1-4-BLUE-STONE-DGA
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.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]
Propane, 2,2-dime... 3.35 3.6 ng 61370 1 8.91 339945 20.0
Butane, 2-methoxy... 3.61 8.8 ng 149739 1 8.91 339945 20.0
2-Pentanone, 4-hy... 5.82 3.5 ng 60172 1 8.91 339945 20.0
unknown8 .42 8.42 100.3 ng 1703950 1 8.91 339945 20.0
n-Hexadecanoic acid 19.05 2.8 ng 108943 4 18.26 777755 20.0
5-Eicosene, (E)- 22.13 5.3 ng 204191 5 22.61 772694 20.0
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