LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM102816\
Data File : BM0O0O7745.D
Acq On : 28 Oct 2016 16:25 Instrument :
Operator : UM/SJ gyAﬁg ol

- - lentosampleld :
3?22'6 : Ho442-01 PRERV-SS012-0003-01
ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM102016.M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 6.934 732 739 755 rVvB2 496712 929592 5.79% 1.628%
2 7.092 758 766 775 rBV 390115 613218 3.82% 1.074%
3 7.292 792 800 809 rBVY 516542 857202 5.34% 1.501%
4 7.751 869 878 887 rBY 683510 1099310 6.85% 1.925%
5 8.457 992 998 1009 rBVY 585617 996849 6.21% 1.745%
6 8.910 1068 1075 1085 rBV 469878 796207 4_96% 1.394%
7 9.628 1190 1197 1207 rBV 381795 663471 4_.13% 1.162%
8 10.163 1281 1288 1301 rBVY 591368 1065732 6.64% 1.866%
9 10.533 1342 1351 1365 rBY 865066 1468263 9.15% 2.571%
10 10.680 1369 1376 1396 rBV 475214 952229 5.93% 1.667%

11 13.798 1900 1906 1910 rBV 1110703 1551597 9.67% 2.717%
12 13.845 1910 1914 1922 rVB 1053358 1441284 8.98% 2.524%
13 14.080 1947 1954 1967 rVB 1212758 1826716 11.38% 3.198%
14 14.386 2000 2006 2014 rVvB 1305117 1906894 11.88% 3.339%
15 14.610 2038 2044 2053 rBV2 416540 797206 4.97% 1.396%

16 14.686 2053 2057 2070 rVB 145454 265578 1.66% 0.465%
17 15.110 2124 2129 2137 rBV 229501 368473 2.30% 0.645%
18 15.380 2169 2175 2184 rBV 1629013 2297219 14.32% 4.022%
19 15.521 2193 2199 2210 rBV 304116 501703 3.13% 0.878%
20 16.909 2427 2435 2447 rBV2 235282 769370 4._.79% 1.347%

21 17.133 2467 2473 2478 rBV 1515893 2152068 13.41% 3.768%
22 17.233 2484 2490 2499 rVB 1760900 2520508 15.71% 4.413%
23 18.021 2620 2624 2629 rBV2 131296 215372 1.34% 0.377%
24 19.192 2820 2823 2829 rVB 187638 250377 1.56% 0.438%
25 19.527 2875 2880 2892 rBV 2106087 3345783 20.85% 5.858%

26 21.227 3166 3169 3174 rVB 955128 1006861 6.27% 1.763%
27 21.321 3181 3185 3189 rBV 2063721 2553814 15.92% 4._.472%
28 22.074 3307 3313 3324 rBV 11044388 16045873 100.00% 28.095%
29 22.874 3445 3449 3468 rVB3 1054259 2457794 15.32% 4 _.303%
30 23.433 3540 3544 3550 rVB2 1558834 2706604 16.87% 4_.739%

31 23.580 3564 3569 3576 rVB 1473688 2688784 16.76% 4._.708%

Sum of corrected areas: 57111951
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO0O7745.D

Acq On : 28 Oct 2016 16:25

Operator : UM/SJ

ﬁ?ggle i H5442-01 PRERV-SS012-0003-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

Abundance TIC: BM0O07745.D
1.2e+07

1le+07
8000000
6000000
4000000

2000000
6.9803.29 .75 8.46 801 063 10161986

T e T

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM0O07745.D

1.2e+07

1e+07
8000000
6000000

4000000

19.53

15.38 3
2000000 (o 0814.39 11442

M A 14689 1511 ﬁlS.SZ 16.91 18.02 19.19
r . A

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM0O07745.D

1.2e+07 2507

1e+07

8000000

6000000

4000000

2000000

T

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO0O7745.D

Acq On : 28 Oct 2016 16:25

Operator : UM/SJ

ﬁ?ggle i H5442-01 PRERV-SS012-0003-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA 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 2-Naphthalenol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.69 2.79 ng/ul 265578 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenol 144 C10H80 000135-19-3 94
2 2-Naphthalenol 144 C10H80 000135-19-3 94
3 Furan, 3-phenyl- 144 C10H80 013679-41-9 91
4 1-Naphthalenol 144 C10H80 000090-15-3 86
5 1-Naphthalenol 144 C10H80 000090-15-3 86
Abundance Scan 2058 (14.692 min): BM007745.D (-2053) (-) m/z 144.10 100.00%
144
115
5000
63 89 14.40 14.60 14.80 15.00
...,...?,9....-,"..:--.,.'J..,...I,.... e 320828 Tn/z 115.05 74.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20396: 2-Naphthalenol
144
115
5000 L AL DU SUREE B
14.40 14.60 14.80 15.00
m/z 116.05 18.45%
39 63 89
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
115 144
N AN AR A man
14.40 14.60 14.80 15.00
5000 m/z 89.05 11.54%
63 89
39
mﬁwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20403: Furan, 3-phenyl-
144 14.40 14.60 14.80 15.00
15 m/z 145.00 11.05%
5000
39 63 8?
miz> 2 40 80 80 100 130 140 150 180 200 230 250 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO0O7745.D

Acq On : 28 Oct 2016 16:25

Operator : UM/SJ

ﬁ?ggle i H5442-01 PRERV-SS012-0003-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA 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 1H-Benzotriazole, 5-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.11 3.86 ng/ul 368473 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
3 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 95
4 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 93
5 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 86

Abundance Scan 2129 (15.110 min): BM007745.D (-2124) (-) m/z 104.10 100.00%

104
133
5000 77

39 63 14. 80 15. OO 15 20 15. 40
...,....,....,...:',....,||.|...,:':-..7,0.:-!.,.5.‘?.,??..,.|..,....,....,!:..,.. m/z 133.10 51.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14695: 1H-Benzotriazole, 5-methyl-
104
133 /L
5000 51 n

14.80 15.00 15.20 15.40
39 m/z 77.05 39.89%

27 ‘ 63
s e g e L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
104
_l_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

133 14.80 15.00 15.20 15.40
5000 77 m/z 78.05 32.67%
51

39 63
15 27 88

wmmwwwwwﬁmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14691: 1H-Benzotriazole, 4-methyl-

14.80 15.00 15.20 15.40
m/z 51.05 20.38%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM102816\
Data File : BMO0O7745.D

Acq On : 28 Oct 2016 16:25

Operator : UM/SJ

Sample - H5442-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

C:\DATABASENNIST11.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 3 2-Naphthalenol, 1-amino- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.91 7.15 ng/ul 769370 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenol, l-amino- 159 C10H9NO 002834-92-6 96
2 2-Naphthalenol, l1-amino- 159 C10H9NO 002834-92-6 93
3 4-Amino-1-naphthol 159 C10H9NO 002834-90-4 91
4 2(1H)-Quinolinone, 3-methyl- 159 C10H9NO 002721-59-7 91
5 8-Quinolinol, 7-methyl- 159 C10H9NO 005541-68-4 90
Abundance Scan 2435 (16.909 min): BM007745.D (-2427) (-) m/z 159.05 100.00%
130 139
5000 M
s 7 16160 16:80 17,60 1720
0 37 175192 215 267281 m/7z 130 .05 85 _09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30429: 2-Naphthalenol, 1-amino-
159
130
5000 UL UL IR AR AR
16,60 16,80 17.00 17.20
m/z 103.10 19.44%
51 77 103
.”,?7”,.Hu,ﬁ.AH..”,H.m,.ﬂ”}44.”................ AR aREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
159
130 1660 16,80 17,00 1720
5000 m/z 77.00 15.63%
39 103
63 7 144
wwmmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30394: 4—Amino—l—naphthol LA L LB L N N BN |
159 16.60 16.80 17.00 17.20
m/z 158.10 14 _.16%
130
5000
77 103
S N NS - N S —
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:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO0O7745.D

Acq On : 28 Oct 2016 16:25

Operator : UM/SJ

ﬁ?ggle i H5442-01 PRERV-SS012-0003-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.02 2.00 ng/ul 215372 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2624 (18.021 min): BM007745.D (-2620) (-) m/z 73.05 100.00%

3 B
5000

301 341 17.80 18.00 18.20 18.40
m/z 60.00 82.87%

m/z--> 50 100 150 200 250 300
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256

129 17.80 18.00 18.20 18.40
m/z 43.10 81.53%

239296 281

: |2| o Hl »H‘ MH lil ! ‘: I‘ I‘Iml |“| ‘:23|9| ‘: ——
m/z--> 50 100 150 200 250 300
Abundance
43 73
R e EEEEE R
17.80 18.00 18.20 18.40
5000 129 m/z 55.10 72.16%
o7 199 242
157
26 180 225
e e e T T T T T
m/z--> 50 100 150 200 250 300
Abundance #72643: Tridecanoic acid N B B !
43 3 17.80 18.00 18.20 18.40
m/z 41.10 68.19%
5000 129
171
97 ’ 214
2 “ .um.*‘l,h L LR e
m/z--> 50 100 150 200 250 300 17. 80 18 00 18. 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO0O7745.D

Acq On : 28 Oct 2016 16:25

Operator : UM/SJ

ﬁ?ggle i H5442-01 PRERV-SS012-0003-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA 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 5 Acetic acid, 2-[5-(4-nitrop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.07 125.66 ng/ul 16045900 Chrysene-d12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 2-[5-(4-nitrophenyl... 275 C13H13N304 351064-45-4 58
2 1-Methyl-5"-phenylspiro(indoline... 275 C17H13N30 015970-21-5 43
3 5H-[1]1Benzopyrano[4,3-d]pyrimidi... 275 C16HIN302 1000337-49-1 42
4 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17H9NO3 000475-75-2 38
5 3,5-Diamino-6-[3,4-diethoxypheny... 275 C13H17N502 058848-69-4 38
Abundance Scan 3312 (22.068 min): BM007745.D (-3307) (-) m/z 275.10 100.00%

275
5000 129 246
218
102

21. 80 22. 00 22. 20 22. 40
Lol e
o34 .1.1 o .1.5?9,1. L1, L 328 368396424 462 516849 707546710 48.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123259: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-,...
275
5000 LA L L L L B L L LB LB
202 21. 80 22. OO 22. 20 22. 40
s m/z 129.10 43.08%
| \ L2
IIJ\H‘H\\HM‘\M\‘ “ \I“\\J |‘||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
275
21.80 22. 00 22. 20 22.40
5000 m/z 218.10 32.60%
144 246
39 77104 191218
T T T T ] T T [T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #123552: 5H-[1]Benzopyrano[4,3-d]pyrimidin-5-one, 2-(3-pyr... T
275 21. 80 22. 00 22. 20 22. 40

m/z 102.10 23.12%

5000
171

}1614 \ 219247

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40

H‘J\n
L
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO0O7745.D

Acq On : 28 Oct 2016 16:25

Operator : UM/SJ

3?22'6 i H5442-01 PRERV-SS012-0003-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA 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-Naphthalenol 14.69 2.8 ng/ul 265578 3 14.39 1906890 20.0
1H-Benzotriazole, ... 15.11 3.9 ng/ul 368473 3 14.39 1906890 20.0
2-Naphthalenol, 1... 16.91 7.2 ng/ul 769370 4 17.13 2152070 20.0
n-Hexadecanoic acid 18.02 2.0 ng/ul 215372 4 17.13 2152070 20.0
Acetic acid, 2-[5... 22.07 125.7 ng/ul 16045900 5 21.32 2553810 20.0
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