LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042318\
Data File : BG033917.D

Aca On : 23 Apr 2018 12:44

Operator : SJ/JU

Sample : J2490-02

Misc :

ALS Vial : 4 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-BG041918.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 4.991 283 290 297 rVB 55464 86501 2.00% 0.352%
2 5.438 359 366 376 rBVY 1066149 1647666 38.17% 6.711%
3 7.001 622 632 642 rBY 1074759 1831633 42.43% 7.461%
4 7.365 687 694 703 rVB 1062720 1764927 40.88% 7.189%
5 7.829 766 773 781 rBV 250525 409599 9.49% 1.668%
6 8.147 818 827 836 rBV 745570 1278620 29.62% 5.208%
7 8.975 959 968 979 rBV 617672 1096214 25.39% 4 .465%
8 10.614 1237 1247 1254 rBV 339767 607003 14.06% 2.473%
9 13.088 1661 1668 1679 rVB 1584778 2532857 58.67% 10.317%
10 13.922 1804 1810 1816 rBvV 94069 139293 3.23% 0.567%
11 14.386 1884 1889 1894 rBV 36383 49409 1.14% 0.201%
12 14.463 1894 1902 1910 rBV2 564570 916425 21.23% 3.733%
13 15.338 2047 2051 2056 rVB 55093 70334 1.63% 0.286%
14 15.949 2149 2155 2165 rBVY 1586465 2445787 56.65% 9.962%
15 16.202 2194 2198 2202 rBvV 50539 67688 1.57% 0.276%

16 17.212 2364 2370 2377 rBV2 848927 1249160 28.93% 5.088%
17 19.551 2765 2768 2776 rVB 117323 149016 3.45% 0.607%
18 19.851 2813 2819 2825 rBV 3416922 4317139 100.00% 17.585%
19 21.114 3029 3034 3038 rBvV 49538 86774 2.01% 0.353%
20 21.172 3039 3044 3049 rBvV 105325 185520 4 _30% 0.756%

21 21.225 3049 3053 3061 rVB 319082 469157 10.87% 1.911%
22 21.466 3088 3094 3103 rBV2 940326 1486193 34.43% 6.054%

23 23.153 3376 3381 3384 rBvV 89265 181784 4.21% 0.740%
24 24.527 3606 3615 3626 rVB3 538619 1481358 34.31% 6.034%

Sum of corrected areas: 24550057
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG042318\

BG033917.D

23 Apr 2018 12:44

SJ/JuU

J2490-02

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG041918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG033917.D

5.44 7.00 7.37

8.15 8.98

7.83 10.61
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Time--> 3. 50
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.09

1500000
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TIC: BG033917.D
19.85
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19.55 A7
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0

Time-->

13.
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3000000

2500000

2000000

1500000
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0

e

TIC: BG033917.D

24.53

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:\HPCHEM1\BNA G\DATA\BG042318\
Data File : BG033917.D

Aca On : 23 Apr 2018 12:44

Operator : SJ/JU

Sample : J2490-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.99 4.22 ng 86501 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Butanamide. 2-hvdroxv-2.N-dimethvl- 117 C5H11NO2 039961-72-3 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 290 (4.991 min): BG033917.D (-283) (-) m/z 43.00 100.00%
a3
59
5000
1 460 480 500 520 540
o...,....,....,..??-;l::..,“??!l,..‘??,....,f‘?..,....,'....,....,... m/z 59.00 55.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRS RS AR R
59 460 4.80 5.00 520 5.40
m/z 100.90 18.27%
15 31 101
0 25\\‘\ n 53\ 83 . ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
59
460 480 500 520 540
5000 41 m/z 58.00 16.47%
31
69 87
15 53 98
e s I RN AR AR AR RS RS AL SERAS RN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8513: Butanamide, 2-hydroxy-2,N-dimethyl- T T T e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.51%
5000
81 43 89
o H\‘ ‘M‘ 53 || 65 72 ‘ 102 117
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042318\
Data File : BG033917.D

Aca On : 23 Apr 2018 12:44

Operator : SJ/JU

Sample : J2490-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 2 unknown7.37 Concentration Rank 1

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

7.37 86.18 ng 1764930 1,4-Dichlorobenzene-d4 7.83
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 16
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 695 (7.371 min): BG033917.D (-687) (-) m/z 131.85 100.00%
5000 68
© s || g Tpsns | 7o T T4 7ho T
ol AL 87 | MPus L m/z 68.00 42.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 P
700 7.0 7.40 7.60 7.80
31 51 78 m/z 133.90 32.71%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 720 7.40 7.60 7.80
5000 m/z 66.00 27 .31%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB B o e e
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 68.95 18.12%
5000 og M°
o b L8 o |l ase 189 A S |
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042318\
Data File : BG033917.D

Aca On : 23 Apr 2018 12:44

Operator : SJ/JU

Sample : J2490-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Butyl citrate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.55 2.01 ng 149016 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. isobutvl 4-methvlpe... 286 C16H3004 1000353-50-1 56
3 Adipic acid. butvl 4-heptvl ester 300 C17H3204 1000349-73-7 56
4 Adipic acid. isobutvl 2-pentvl e... 272 C15H2804 1000324-15-6 56
5 Adipic acid, isobutyl 3-pentyl e... 272 C15H2804 1000324-60-4 56
Abundance Scan 2768 (19.551 min): BG033917.D (-2765) (-) m/z 184.90 100.00%
185
129
5000
41
| \ 69 87 111 U7 o | a3 B0 e 19.20 19.40 19.60 19.80
ob—bp el b 865 ) e L 288 | m/z 128.90 67.39%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000
19.20 19.40 19.60 19.80
41 259 m/z 41.00 27.08%
| eo 87 Bt as7 213231 287 361
0.‘.‘.“|“...“.|‘.‘.l‘."....l....la... T
m/z--> 50 100 150 200 250 300 350
Abundance
129
19.20 19.40 19,60 19.80
5000 m/z 57.00 23.06%
185
57 g5 111
0 29 156 202 271
m/z--> 50 100 150 200 250 300 350
Abundance #144585: Adipic acid, butyl 4-heptyl ester R o N
129 185 19.20 19.40 19.60 19.80
m/z 110.90 13.67%
5000
111
57
0 2\9\ M \8§ HL ‘\ | \1?6 292 227
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:\HPCHEM1\BNA G\DATA\BG042318\
Data File : BG033917.D

Aca On : 23 Apr 2018 12:44

Operator : SJ/JU

Sample : J2490-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Morpholine, 4-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.17 2.50 ng 185520 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 53
2 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 43
3 .delta.2-1.3.4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 35
4 2.3-Dihvdro-4-methoxvindole-2-one 163 C9HONO2 007699-17-4 35
5 (1-Benzoylamino-2,2-dichloro-eth... 353 C13H18CI2NO4P 1000278-05-7 27
Abundance Scan 3044 (21.172 min): BG033917.D (-3039) (-) m/z 104.90 100.00%
105
163
5000
77
43 20.80 21.00 21.20 21.40
bl b 1,125 ] 187208 285 284 384 | 57162 90 70.20%
m/z--> 50 100 150 200 250 300 350
Abundance #32818: Morpholine, 4-phenyl-
105
163
5000
20.80 21.00 21.20 21.40
77 m/z 77.00 34 .38%
0 27 , 5\1 A 13\2 il
m/z--> 50 100 150 200 250 300 350
Abundance
120 163
20.80 21.00 21.20 21.40
5000 a3 77 m/z 43.00 12.36%
O ?ﬁ T %4? UL UL SR SR
m/z--> 50 100 150 200 250 300 350
Abundance #33057: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)- R ERREEEE L
163 20.80 21.00 21.20 21.40
m/z 57.00 11.49%
5000
1 8 119
0= ??,!, 'L'I""' UL UL UL UL RN SUNIE B
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042318\
Data File : BG033917.D

Aca On : 23 Apr 2018 12:44

Operator : SJ/JU

Sample : J2490-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 2,2°-(Ethane-1,2-diylbis(ox... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.23 6.31 ng 469157 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 83
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 83
3 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13NO0O5 1000368-92-7 72
4 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 47
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 43
Abundance Scan 3054 (21.231 min): BG033917.D (-3049) (-) m/z 104.90 100.00%
105 149
5000 77
i 122 179197 230 295 355 2100 21.20 21.40 2160
obrfr 1222 | 179187 230 295 S m/z 148.90 85.32%
m/z--> 50 100 150 200 250 300 350
Abundance #189292: 2,2({)—(Ethane—l,2—diy|bis(o><y))bis(ethane—z,l—diyl...
105
149
5000
77 21.00 21.20 21.40 21.60
m/z 77.00 44 _95%
o028 °t | 131 | 179 209 236
m/z--> 50 100 150 200 250 300 350
Abundance
149
105 UL PRI U BN B
21.00 21.20 21.40 21.60
5000 m/z 51.00 11.19%
77
45
0 "2? L L e LY UL LY UL
m/z--> 50 100 150 200 250 300 350
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester N e A AEER R R
105 149 21.00 21.20 21.40 21.60
m/z 149.90 9.06%
77
5000
51
b3 ok b, 4166 21 0 287
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042318\
Data File : BG033917.D

Aca On : 23 Apr 2018 12:44

Operator : SJ/JU

Sample : J2490-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.15 2.45 ng 181784 Perylene-d12 24 .53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 78
2 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 64
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 59
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 53
5 Supraene 410 C30H50 007683-64-9 53
Abundance Scan 3381 (23.153 min): BG033917.D (-3376) (-) m/z 69.00 100.00%
69
5000 «\,,vkwvﬂ,wwﬂﬁj\ijK\wuvM,N,,
41 l 95 121 189 S UL RS B B
149 22.80 23.00 23.20 23.40
233 257
(O -|'l |'|‘- Iy 3“‘“]'- mw#&ﬁ*ﬁﬁﬁﬂﬂz—gwﬁﬂﬂﬂ—hﬂ—vﬁ m/Z 80- 95 45 -45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 LN SRR SRR B I
a1 22.80 23.00 23.20 23.40
%5 m/z 41.00 18.31%
0 ‘ ol L1161 191 231 273299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22:80 23.00 23.20 23.40
0
5000 4 93 m/z 94.95 17.06%
135
o 161 203 231 271 299 327 357 383 426
m/z--> 50 100 150 200 250 300 350 400 L
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- B T
69 22.80 23.00 23.20 23.40
m/z 189.00 15.80%
5000{ 41
93
137
0 .“. ‘.“ I“J' E‘IlI\U.I‘LL ‘.h‘.ﬂ\. Il?ll Il?ll |2|22| T
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042318\
Data File : BG033917.D

Acq On : 23 Apr 2018 12:44

Operator : SJ/JU

Sample - J2490-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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]
2-Pentanone, 4-hy... 4.99 4.2 ng 86501 1 7.83 409599 20.0
unknown? .37 7.37 86.2 ng 1764930 1 7.83 409599 20.0
Butyl citrate 19.55 2.0 ng 149016 5 21.47 1486190 20.0
Morpholine, 4-phe... 21.17 2.5 ng 185520 5 21.47 1486190 20.0
2,2"-(Ethane-1,2-_... 21.23 6.3 ng 469157 5 21.47 1486190 20.0
Squalene 23.15 2.5 ng 181784 6 24.53 1481360 20.0
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