LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\

Data File : BG033250.D

Aca On - 19 Mar 2018 21:36 Instrument :

Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol

agmple : J1953-01 OBBH&ﬂDg${}B
isc :

ALS Vial : 6 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-BG031918.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 3.499 30 36 46 rBV2 144986 286944 7.46% 1.872%
2 3.587 46 51 64 rvB 89045 154613 4.02% 1.009%
3 6.313 508 515 529 rBV2 124123 303217 7.88% 1.978%
4 6.848 601 606 617 rBV 38139 98678 2.57% 0.644%
5 8.005 797 803 819 rBV2 73171 250520 6.51% 1.634%

6 8.405 863 871 883 rBvV 293629 672019 17.47% 4 _.384%
7 8.893 946 954 970 rBV2 85763 223249 5.80% 1.456%
8 9.228 1001 1011 1024 rBV 496760 996487 25.91% 6.500%
9 10.091 1152 1158 1181 rBV 389614 928309 24.13% 6.055%
10 11.778 1437 1445 1464 rBV 135174 314835 8.18% 2.054%
11 14.139 1837 1847 1861 rBV 1297090 2293933 59.64% 14.963%
12 14.927 1976 1981 1987 rBV2 35931 62079 1.61% 0.405%
13 15.508 2074 2080 2092 rBV2 281440 506101 13.16% 3.301%
14 16.272 2206 2210 2216 rVB 43157 61569 1.60% 0.402%
15 16.725 2282 2287 2292 rBV2 40512 53738 1.40% 0.351%

16 16.983 2324 2331 2345 rBV 802977 1423008 36.99% 9.282%
17 17.130 2352 2356 2362 rVB2 33903 53736 1.40% 0.351%
18 18.241 2537 2545 2556 rBV 449431 775285 20.16% 5.057%
19 19.034 2676 2680 2689 rBV3 70994 114611 2.98% 0.748%
20 20.761 2967 2974 2984 rBV 2791937 3846580 100.00% 25.091%

21 22.107 3199 3203 3212 rBV6 30925 63368 1.65% 0.413%
22 22.594 3279 3286 3298 rVB 448374 880709 22.90% 5.745%

23 24.486 3600 3608 3614 rVB3 64723 139322 3.62% 0.909%
24 26.390 3919 3932 3946 rBV2 244621 827381 21.51% 5.397%

Sum of corrected areas: 15330291
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG031918\
Data File : BG033250.D

Aca On : 19 Mar 2018 21:36

Operator : SJ/JU

Sample : J1953-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033250.D

2500000
2000000
1500000

1000000

9.23
500000
8.41 10.09

3589 6.31 oo 8.01 8.89 11.78
O+ e e A T S meae

Time--> 3.50 4.00 4.50 500 550 600 650 700 7.50 8.00 8.50 900 9.50 10.00 10.50 11.00 1150 1200 12.50
Abundance TIC: BG033250.D

20.76
2500000

2000000

1500000
14.14

1000000
16.98

500000 18.24 22.59
15.51

14.93 k 16.27 16.72/17.13 19.03 ] 22.11

[0 e RN A O o o e o L L I B R

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: BG033250.D

2500000

2000000

1500000

1000000

500000
26.39

24.49
O I REREE RN e e s e REARERREEEREE S s e A BRBERE

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\BG031918\
Data File : BG033250.D

Aca On : 19 Mar 2018 21:36

Operator : SJ/JU

Sample : J1953-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.59 13.85 ng 154613 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 51 (3.587 min): BG033250.D (-46) (-) m/z 73.00 100.00%
(<}
5000 43
‘ | e 340 360 380 400
(o} e i B N BN B m/z 43.05 39.61%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LI UL AL
43 340 3.60 3.80 4.00
m/z 55.00 29.16%

o

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73

340 360 3.80 4.00

s000] 43 m/z 87.00 27.85%
Ol = 1 o e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #734: N-Ethylformamide T
30 340 3.60 3.80  4.00
3 m/z 41.00 9.92%
5000 /\\j\\_
ol L..”,.”.,”........”,.”.,”..“..w..”,.”. DI A
mz-> 0 50 100 150 200 250 300 350 400 450 500 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033250.D

Aca On : 19 Mar 2018 21:36

Operator : SJ/JU

Sample : J1953-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 5

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

6.85 8.84 ng 98678 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 64
2 3.3-Dimethvlbutane-2-o0l 102 C6H140 000464-07-3 64
3 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 33
4 1-Butene. 4-butoxv- 128 C8H160 034061-76-2 16
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 12

Abundance Scan 606 (6.848 min): BG033250.D (-601) (-) m/z 57.10 100.00%
57
5000 45
39 75 8 6.60 6.80 7.00 7.20
100 : : :
Ol SLgl 8P ] 200 w2 s 00 45 64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8820: Ethanol, 2-butoxy-
57
5000 29 45
6.60 6.80 7.00 7.20
87 m/z 41.00 35.03%
0 15 L “\ | 51 \‘\ 63 69\\7\5 190 118
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
6.60 6.80 7.00 7.20
5000 m/z 87.00 16.56%
29 69 87
39
15 51 102
e RS R S R R RS RS AR AR MRS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8872: Ethylene glycol monoisobutyl ether
57 6.60 6.80 7.00 7.20
45 m/z 43.05 9.04%
5000
29 75
87
oL 18 I 3‘9“‘ 51 | 63 69 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033250.D

Aca On : 19 Mar 2018 21:36

Operator : SJ/JU

Sample : J1953-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.41 Concentration Rank 2

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

8.41 60.20 ng 672019 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 872 (8.411 min): BG033250.D (-863) (-) m/z 132.00 100.00%
132
5000 68 /\\\M>
96 IRESENRASE BB NERE
40 54 ) 800 820 840 860 880
ol 1o I m/z 68.00 49.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132

5000 e | T
8.00 820 840 8.60 8.80

m/z 66.00 33.85%

39 92
o..1?,....“,..‘i.,‘l“...‘,..“l.,lpﬁs..,..‘. N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
69

104 8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 32.14%
31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine Rma e R RSN R a
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 21.26%

5000
33 . 105
s 0| |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 820 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033250.D

Aca On : 19 Mar 2018 21:36

Operator : SJ/JU

Sample : J1953-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.27 2.43 ng 61569 Acenaphthene-d10 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 80
3 Nonadecane 268 C19H40 000629-92-5 72
4 Octadecane 254 C18H38 000593-45-3 64
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 2210 (16.272 min): BG033250.D (-2206) (-) m/z 57.00 100.00%
57
43
5000 &
85
[ 99 ue 16,00 16.20 16.40 16.60
122 177 226 : : : :
Ol s A M7z 43.00  64.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83027: Hexadecane
57
43
71
5000 85 LSRN SUNN U AR
16.00 16.20 16.40 16.60
29 9 m/z 71.00 51.53%
oL14 Ll J‘ I 113127141155169183197 226
m/z--> 25 Jo éo 86 160 150 150 160 1éo 200 220 250 2éo
Abundance
57
/4 16.00 16.20 16.40 16.60
5000 g5 m/z 41.00 36.18%
29 99 141

113
o 169

wmﬁwmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane R R R L e
16.00 16.20 16.40 16.60
m/z 85.00 32.33%

5000

99

113127141155169183197
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033250.D

Aca On : 19 Mar 2018 21:36

Operator : SJ/JU

Sample : J1953-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Triethyl citrate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.12 ng 53738 Acenaphthene-d10 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 Piperazine-1-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 50
3 N-Methoxv-2.2-dicarbomethoxvazir... 189 C7H11NO5 053084-34-7 37
4 Adipic acid. ethvl 3-hexvl ester 258 C14H2604 1000353-62-1 33
5 3-Chloro2-fluorobenzoic acid, 3-... 384 C22H34CIF02 1000338-65-0 33
Abundance Scan 2286 (16.719 min): BG033250.D (-2282) (-) m/z 157.00 100.00%
1%7
5000 115
43 N B VU
87 203 16.40 16.60 16.80 17.00
69 139
ol .'|',':'.-~."-. P O .20 U I m/z 115.00 39.68%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157
5000{ 29
115 16.40 16.60 16.80 17.00
203 m/z 43.00 23.81%
ol | %7“6‘9 8 | 10| 185 | o3 o7
m/z--> éo 160 1éo 260 250 360 3éo
Abundance
157
16,40 16.60 16.80 17.00
5000 m/z 203.00 12.50%
56
8 111
0 34 131 176 205 234256 289 317 362
m/z--> éo 160 150 260 250 360 3éo
Abundance #52535: N-Methoxy-2,2-dicarbomethoxyaziridine R e R
45 157 16.40 16.60 16.80 17.00
m/z 86.90 9.09%
126
5000
2 99
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033250.D

Aca On : 19 Mar 2018 21:36

Operator : SJ/JU

Sample : J1953-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.03 2.96 ng 114611 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2679 (19.028 min): BG033250.D (-2676) (-) m/z 72.95 100.00%
43 7
5000
129 213
97 157 185 | 35 256 311 18.80 19.00 19.20 19.40
T P P A ) g
0 L L o e S m/z 42.95 95.61%
m/z--> 50 100 150 200 250 300
Abundance #107548: n-Hexadecanoic acid
43 7
5000 256 LR UL SRR UL B
129 18.80 19.00 19.20 19.40
97 57 213 m/z 60.00 81.01%
185
o) |2| e Hl‘ »H"‘“‘IL M‘:“ﬁ | ‘: I‘ I‘Iml |“ : ‘:23|9| ‘: ——
m/z--> 50 100 150 200 250 300
Abundance
73
43 18.80 19.00 19.20 19.40
5000 129 m/z 57.00 60 .89%
171
97 214
oL, 26 152 197
m/z--> 55 160 1éo 260 2%0 360
Abundance #84452: Tetradecanoic acid At vl b St
78 18.80 19.00 19.20 19.40
43 m/z 55.05 54 _.69%
5000 129
185
“ 97 228
0,,2%\,“.“ J\,w_,,\,1?7_»,‘,2,11, A
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033250.D

Aca On : 19 Mar 2018 21:36

Operator : SJ/JU

Sample : J1953-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

2449 3.16ng 139322  Chrysene-d12 22.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 supraere 410 C30H50 007683-64-9 90

000111-02-4 90
062951-96-6 81
125529-10-4 80

2 Saualene 410 C30H50
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240

5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 78
Abundance Scan 3609 (24.492 min): BG033250.D (-3600) (-) m/z 69.00 100.00%
)
5000 ]\
95 121 149 24.20 24.40 24.60 24.80
175
Ol il W20, 206281 282 842 415 | 0781 00 52.99%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

P——

5000 Ii,/l\',:\,.lllllllllllllllllll
24.20 24.40 24.60 24.80
41 m/z 40.95 24 .58%
95 137
o | 117 | 163 191 217 245 273299 341 367 410
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
24.20 24.40 24.60 24.80
s000] 4L m/z 68.00 13.68%
9% 137
0 117 161 191 217 273 299 341 367 410
T T T T T T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 24.20 24.40 24.60 24.80
a1 m/z 94.90 11.97%
5000
95 123 149
b T ey
m/z--> 50 100 150 200 250 300 350 400 24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031918\
Data File : BG033250.D

Acq On : 19 Mar 2018 21:36

Operator : SJ/JU

Sample - J1953-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.59 13.9 ng 154613 1 8.90 223249 20.0
Ethanol, 2-butoxy- 6.85 8.8 ng 98678 1 8.90 223249 20.0
unknown8 .41 8.41 60.2 ng 672019 1 8.90 223249 20.0
Hexadecane 16.27 2.4 ng 61569 3 15.51 506101 20.0
Triethyl citrate 16.72 2.1 ng 53738 3 15.51 506101 20.0
n-Hexadecanoic acid 19.03 3.0 ng 114611 4 18.24 775285 20.0
Supraene 24._49 3.2 ng 139322 5 22.59 880709 20.0
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